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SEQFOL 
D score 


ALPHA-l-ANTITRYPSIN; 
CHAIN: A; 


SERPIN OVALBUMIN 
(EGG ALBUMIN) lOVA 3 


SERPIN OVALBUMIN 
(EGG ALBUMIN) lOVA 3 


SERPIN OVALBUMIN 
| (EGG ALBUMIN) lOVA 3 


ALASERPIN; CHAIN: I; 
TRYPSIN II, ANIONIC; 
CHAIN: E; 


ALASERPIN; CHAIN: I; 
TRYPSIN II, ANIONIC; 
CHAIN: E; 


HYDROLASE 
INHIBITOR(SERINE 
PROTEINASE) HORSE 
LEUKOCYTE ELASTASE 
INHIBITOR (HLEI) IHLE 
3 


LEUKOCYTE ELASTASE 
INHIBITOR (HLEI) IHLE 
3 


Compound 


SERINE PROTEASE INHIBITOR 
ALPHA-l-PROTEINASE 
INHIBITOR, ALPHA- 1- 
ANTIPROTEINASE; SERINE 
PROTEASE INHIBITOR, SERPIN, 
GLYCOPROTEIN, SIGNAL, 2 
POLYMORPHISM, EMPHYSEMA, 
DISEASE MUTATION, ACUTE 
PHASE 








HYDR OTA SE/HYDR( 
INHIBITOR SERPIN 1 
PRETRYPSINOGEN I 
SERPIN-PROTEASE ( 
INHIBITORY TRIAD 


HYDROLASE/HYDRC 
INHIBITOR SERPIN 1 
PRETRYPSINOGEN I] 
SERPIN-PROTEASE C 
INHIBITORY TRIAD 
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Verify 
score 
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PMF 
score 




62.61 




60.25 






SEQFOL 
D score 


COAGULATION 
FACTORS IX/X-BINDING 
PROTEIN; CHAIN: A, B, 


COAGULATION 
FACTORS IX/X-BINDING 
PROTEIN; CHAIN: A, B, 
C, D, E, F; 


COAGULATION 
FACTORS IX/X-BINDING 
PROTEIN; CHAIN: A, B, 
C, D, E, F; 


COAGULATION FACTOR 
X BINDING PROTEIN; 
CHAIN: A; 

COAGULATION FACTOR 
X BINDING PROTEIN; 
CHAIN: B; 

COAGULATION FACTOR 
X GLA DOMAIN; CHAIN: 
G; 


COAGULATION FACTOR 
X BINDING PROTEIN; 
CHAIN: A; 

COAGULATION FACTOR 
X BINDING PROTEIN; 
CHAIN: B;- 

COAGULATION FACTOR 
X GLA DOMAIN; CHAIN: 
G; 


X GLA DOMAIN; CHAIN: 
G; 1 


Compound 


COAGULATION FACTOR BINDING 
LX/X-BP COAGULATION FACTOR 
BINDING, C-TYPE LECTIN, GLA- 


COAGULATION FACTOR BINDING 
LX/X-BP COAGULATION FACTOR 
BINDING, C-TYPE LECTIN, GLA- 
DOMAIN 2 BINDING, C-TYPE CRD 
MOTIF, LOOP EXCHANGED 
DIMER 


COAGULATION FACTOR BINDING 
IX/X-BP COAGULATION FACTOR 
BINDING, C-TYPE LECTIN, GLA- 
DOMAIN 2 BINDING, C-TYPE CRD 
MOTIF, LOOP EXCHANGED 
DIMER 


HYDROLASE/HYDROLASE 
INHIBITOR CALCIUM BRIDGING, 
DOMAIN SWAPPING 


HYDROLASE/HYDROLASE 
INHIBITOR CALCIUM BRIDGING, 
DOMAIN SWAPPING 




PDB annotation 



WO 03/054152 



PCT/US02/39555 



599 





1 




1 


1 


1 


1 






t 
















B| 




> 


> 








B 




z n 


5 




1 






























M 


















1 

3 

1 


z 






f 






? 








s 












8 <! 
S S 


















Si 


id 








1 




g 




il 








5 










re O 


MHC CLASS I H-2DD 
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SEQFOL 
D score 


COAGULATION FACTOR 
X BINDING PROTEIN; 
CHAIN: A; 


NKG2-D TYPE II 
INTEGRAL MEMBRANE 
PROTEIN; CHAIN: B, A; 
MHC CLASS I CHAIN- 
RELATED PROTEIN A; 
CHAIN: C; 


NKG2-D; CHAIN: A; 


BOTROCETIN ALPHA 
CHAIN; CHAIN: A, C; 
BOTROCETIN BETA 
CHAIN; CHAIN: B, D; 


1 ASIA LOGLYCOPROTEIN 1 
| RECEPTOR 1; CHAIN: A; I 


FLAVOCETIN-A: ALPHA 
SUBUNIT; CHAIN: A; 
FLAVOCETIN-A: BETA 
SUBUNIT; CHAIN: B 


COAGULATION FACTOR 
IX-BINDING PROTEIN A; 
CHAIN: A; 

COAGULATION FACTOR 
IX-BINDING PROTEIN B; 
CHAIN: B; 


CHAIN: A; 


Compound 


HYDROLASE/HYDROLASE 
INHIBITOR CALCIUM BRIDGING, 
DOMAIN SWAPPING 


IMMUNE SYSTEM NKG2D; MIC-A, 
MIC, PERB11; ACTIVATING NK 
CELL RECEPTOR, NKG2D, C- 
TYPE-LECTIN LIKE, MIC- 2 A, 
MHC-I, COMPLEX, IMMUNE 
SYSTEM 


APOPTOSIS HOMODIMER, CIS- 
PROLINE 1 


TOXIN PLATELET 
COAGGLUTININ ALPHA; 
PLATELET COAGGLUTININ BETA 
VON WILLBRAND FACTOR 
MODULATOR, C-TYPE LECTIN, 
METAL- 2 BINDING, LOOP 
EXCHANGED DIMER 


SIGNALING PROTEIN HEPATIC 
LECTIN HI; C-TYPE LECTIN CRD 




MEMBRANE PROTEIN C-TYPE 


COLLAGEN BINDING PROTEIN DC- 
BP; IX-BP; COAGULATION 
FACTOR DC-BINDING, 
HETERODIMER, VENOM, HABU 2 
SNAKE, C-TYPE LECTIN 
SUPERFAMILY, COLLAGEN 
BINDING PROTEIN 


PROTEIN, SOLUTION BACKBONE 
FOLD, C- 2 TYPE LECTIN, 
ANTIFREEZE PROTEIN 
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PMF 


51.49 


110.96 


50.89 


190.20 


271.16 




SEQFOL 
D score 


MONOCLONAL 
ANTIBODY Dl. 3; CHAIN: 
A, B; LYSOZYME; 
CHAIN: C; 


29G11 FAB; CHAIN: L,H; 


MODIFIER PROTEIN 1; 
CHAIN: NULL; 


STROMELYSIN-1; 
CHAIN: NULL; 


STROMELYSIN-1; 
CHAIN: NULL; 




Compound 


COMPLEX 

(IMMUNOGLOBULIN/HYDROLAS 
E) COMPLEX 

(IMMUNOGLOBULIN/HYDROLAS 
E), IMMUNOGLOBULIN V 2 
REGION, SIGNAL, HYDROLASE, 
GLYCOSIDASE, BACTERIOLYTIC 
3 ENZYME, EGG WHITE 


CATALYTIC ANTIBODY 
CATALYTIC ANTIBODY, 
ESTERASE 


CHROMATIN-BINDING MOMODl, 
HETEROCHROMATIN PROTEIN 1; 
CHROMATIN-BINDING, PROTEIN 
INTERACTION MOTIF, 
ALPHA+BETA 


HYDROLASE MATRIX 

METALLOPROTEINASE-3, 

PROTEOGLYCANASE; 

HYDROLASE, 

METALLOPROTEASE, 

FIBROBLAST, COLLAGEN 

DEGRADATION 


HYDROLASE MATRIX 

METALLOPROTEINASE-3, 

PROTEOGLYCANASE; 

HYDROLASE, 

METALLOPROTEASE, 

FIBROBLAST, COLLAGEN 

DEGRADATION 


PROTEOGLYCANASE; 
HYDROLASE, 
METALLOPROTEASE, 
FIBROBLAST, COLLAGEN 
DEGRADATION 
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PMF 
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52.15 


115.09 


107.19 


107.96 


50.86 


111.56 




SEQFOL 
D score 


HULYS11; CHAIN: A, B, 
D, E; LYSOZYME; 
CHAIN: C, F; 


LOC - LAMBDA 1 TYPE 
LIGHT-CHAIN DIMER; 
IBJM 6 CHAIN: A, B; 
IBJM 7 


FAB FRAGMENT; 
CHAIN: L, H, J, K; 
VASCULAR 
ENDOTHELIAL 
GROWTH FACTOR; 
CHAIN: V, W; 


IMMUNOGLOBULIN FAB 
FRAGMENT OF MURINE 
MONOCLONAL 
ANTIBODY AN02 
COMPLEX IBAF 3 WITH 
ITS HAPTEN (2,2,6,6- 
TETRAMETHYL- 1 - 
PIPERIDINYLOXY- IBAF 
4 DINITROPHENYL) 
IBAF 5 


BENCE-JONES KAPPA I 
PROTEIN BRE; CHAIN: 
A, B, C; 




TP7 FAB; CHAIN: L, H; 




Compound 


COMPLEX (HUMANIZED 
ANTIBODY/HYDROLASE) 
MURAMIDASE; HUMANIZED 


IMMUNOGLOBULIN BENCE- 
JONES PROTEIN; IBJM 8 BENCE 
JONES, ANTIBODY, MULTIPLE 
QUATERNARY STRUCTURES 
IBJM 13 


COMPLEX (ANTIBODY/ANTIGEN) 
FAB-12; VEGF; COMPLEX 
(ANTIBODY/ANTIGEN), 
ANGIOGENIC FACTOR 




IMMUNE SYSTEM BENCE-JONES; 
IMMUNOGLOBULIN, AMYLOID, 
IMMUNE SYSTEM 


IMMUNOGLOBULIN, ANTIBODY, 
FAB, ENZYME INHIBITOR, PCR, 2 
HOT START 


IMMUNOGLOBULIN 


AFFINITY, CRYSTAL 2 PACKING 
MOTIF, PROGRAMMING 
PROPENSITY TO CRYSTALLIZE, 3 
IMMUNOGLOBULIN 
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Psi Blast 


1 0.07 
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Verify 
score 


1 -1202.08 




-1202.08 


-1202.08 










PMF 




107.82 






108.44 


63.76 


50.82 




SEQFOL 
D score 


| COMPLEX 


ANTIBODY FAB 
FRAGMENT (LIGHT 
CHAIN); CHAIN: L; 
ANTIBODY FAB 
FRAGMENT (HEAVY 
CHAIN); CHAIN: H 


IMMUNOGLOBULIN i 
LIGHT CHAIN; CHAIN: L; 
IMMUNOGLOBULIN 
HEAVY CHAIN; CHAIN: 
H; 


TAB2; CHAIN: L, M; 
TAB2; CHAIN: H, I; 
CYCLIC PEPTIDE; 
CHAIN: P, Q 


CHIMERIC GERMLINE 
PRECURSOR OF OXY- 
COPE CHAIN: L; 
CHIMERIC GERMLINE 
PRECURSOR OF OXY- 
COPE CHAIN: H; 


TROPOMYOSIN; CHAIN: 
A, B, C, D 


IG KAPPA CHAIN V-I 
REGION REI; CHAIN: A, 
B; 




Compound 




IMMUNE SYSTEM MONOCLONAL 
ANTIBODY, ANTIGEN-BINDING 
FRAGMENT, INTERLBUKIN- 2 2, 
X-RAY ANALYSIS, CRYSTAL 


IMMUNOGLOBULIN FAB, 
ANTIBODY, ANTIGEN, HTV-1, P24, 
CA 


COMPLEX (ANTIBODY/ANTIGEN) 
CROSS-REACTIVITY, PROTEIN- 
PEPTIDE RECOGNITION 


IMMUNE SYSTEM IMMUNE 
SYSTEM 


CONTRACTILE PROTEIN 
TROPOMYOSIN COILED-COIL 
ALPHA-HELICAL, CONTRACTILE 
PROTEIN 


IMMUNE SYSTEM REIV, 
STABILIZED IMMUNOGLOBULIN 
FRAGMENT, BENCE- JONES 2 
PROTEIN, IMMUNE SYSTEM 


ANTIBODY, ANTIBODY 
COMPLEX, FV, ANTI-LYSOZYME, 
2 COMPLEX (HUMANIZED 
ANTIBODY/HYDROLASE) 


PDB annotation 



WO 03/054152 



PCT/US02/39555 



612 



I 


2 


2 


i 




i 5 l 


1 


lfiis 


•2 


lfgn 






> 




> 


X 




CHAI 
NID 


S 










STAR 
TAA 




g 










1.3e-66 


9.8e-71 


I 


? 

S3 




Psi Blast 








0.25 




Verify 








-1202.08 




PMF 
score 


109.95 


107.73 


113.25 






SEQFOL 
D score 


IGG2A KAPPA 
ANTIBODY CB41 (LIGHT 
CHAIN); CHAIN: A; 
IGG2A KAPPA 
ANTIBODY CB41 
(HEAVY CHAIN); CHAIN: 
B; PEPTIDE 5; CHAIN: C; 


IMMUNOGLOBULIN 
NMC-4 IGGl; CHAIN: L; 
IMMUNOGLOBULIN 
NMC-4 IGGl; CHAIN: H; 
VON WILLEBRAND 
FACTOR; CHAIN: A; 


HYBRIDOMA 
ANTIBODY LA2 (LIGHT 
CHAIN); CHAIN: A, C; 
HYBRIDOMA 
ANTIBODY LA2 (HEAVY 
CHAIN); CHAIN: B, D; 
OUTER SURFACE 
PROTEIN A; CHAIN: E, F; 


IMMUNOGLOBULIN FAB 
5G9; CHAIN: L, H; 


(ANTIBODY/ANTIGEN) 
FAB FRAGMENT OF THE 
MONOCLONAL 
ANTIBODY F9. 13.7 
(IGGl) IFBI 3 
COMPLEXED WITH 
LYSOZYME(E.C.3.2.1.17) 
IFBI 4 


Compound 


COMPLEX (ANTIBODY/PEPTIDB) 
POLYSPECIFICITY, 
CROSSREACTIVITY, FAB- 
FRAGMENT, PEPTIDE, 2 HIV-1 


IMMUNE SYSTEM VON 
WILLEBRAND FACTOR, 
GLYCOPROTEIN IBA (A:ALPHA) 
BINDING, 2 COMPLEX 
(WILLEBRAND/IMMUNOGLOBULI 
N), BLOOD COAGULATION TYPE 
3 2B VON WILLEBRAND DISEASE 


IMMUNE SYSTEM LA2 FAB; LA2 
FAB; OSPA; OSPA, LYME 
DISEASE, ANTIBODY FAB 
FRAGMENT, NEUTRALIZING 2 
EPITOPE 


IMMUNOGLOBULIN FAB, FAB 
LIGHT CHAIN, FAB HEAVY 
CHAIN; ANTIBODY, FAB, ANTI-TF, 
MONOCLONAL, MURINE, 
IMMUNOGLOBULIN 
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1 




1 


£ 


£ 


£ 


£ 


£ 




1 


lcdo 


1 




2mcg 






lwtl 


B i 


> 




> 


> 




r 


x 


> 


CHAI 
NID 


















STAR 
TAA 




§ 








& 








| 2.8e-69 


1.4e-78 


1.4e-78 




9.8e-69 


4.2e-67 




4.2e-45 


Psi Blast 




0.33 










0.12 




Verify 
score 




-1202.08 










-1202.08 




PMF 
score 


| 82.11 




91.38 


118.67 




109.74 




50.35 


SEQFOL 
D score 


| ALCOHOL 


ALCOHOL 
DEHYDROGENASE; 
ICDO 6 CHAIN: A, B; 
ICDO 7 


ALCOHOL 
DEHYDROGENASE; 
ICDO 6 CHAIN: A, B; 
ICDO 7 


IMMUNOGLOBULIN FAB 
FRAGMENT FROM 
HUMAN 

IMMUNOGLOBULIN 
IGGl (LAMBDA, HIL) 
8FAB3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN 
LAMBDA LIGHT CHAIN 
DIMER (/MCG$) 2MCG3 
(TRIGONAL FORM) 
2MCG4 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN FAB 
2FB4 4 


IGG 5C8; CHAIN: L, H; 


IMMUNOGLOBULIN 
WAT, A VARIABLE 
DOMAIN FROM 
IMMUNOGLOBULIN 
LIGHT-CHAIN IWTL 3 
(BENCE-JONES 
PROTEIN) IWTL 4 


Compound 


| OXIDOREDUCTASB (CH-OH(D)- 


OXIDOREDUCTASE (CH-OH(D)- 
NAD(A)) OXIDOREDUCTASE 
ICDO 15 - 


OXIDOREDUCTASE (CH-OH(D)- 
NAD(A)) OXIDOREDUCTASE 
ICDO 15 








CATALYTIC ANTIBODY 
CATALYTIC ANTIBODY, FAB, 
RING CLOSURE REACTION 
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1 






1 








I s ! 








1 


Ideh 


Ideh 


s 


Idlt 


Idlt 








> 


> 


> 


> 


> 


> 


> 


> 




CHAI 
NID 


Table 5 














8 






STAR 
TAA 






















7e-74 ! 


7e-74 


1.4e-78 




8.4e-87 


5.6e-72 


l.le-80 


l.le-80 




Psi Blast 








0.41 






0.32 






Verify 
score 


-1202.08 | 






-1202.08 






-1202.08 






PMF 




100.96 


87.63 




100.84 






92.65 




SEQFOL 
D score 


ALCOHOL 


ALCOHOL 
DEHYDROGENASE, 
CLASS II; CHAIN: A, B; 


HUMAN BETAl 
ALCOHOL 
DEHYDROGENASE; 
IDEH 7 CHAIN: A, B; 
IDEH 8 


HUMAN BETAl 
ALCOHOL 
DEHYDROGENASE; 
IDEH 7 CHAIN: A, B; 
IDEH 8 


HUMAN BETAl 
ALCOHOL 
DEHYDROGENASE; 
IDEH 7 CHAIN: A, B; 
IDEH 8 


ALCOHOL 
DEHYDROGENASE 
CLASS IV SIGMA CHAIN; 
CHAIN: A, B, C, D; 


ALCOHOL 
DEHYDROGENASE 
CLASS IV SIGMA CHAIN; 
CHAIN: A, B, C, D; 


ALCOHOL 
DEHYDROGENASE 
CLASS IV SIGMA CHAIN; 
CHAIN: A, B, C, D; 


DEHYDROGENASE; 
ICDO 6 CHAIN: A, B; 
ICDO 7 


Compound 


ALCOHOL DEHYDROGENASE | 


ALCOHOL DEHYDROGENASE 
ALCOHOL DEHYDROGENASE 


OXIDOREDUCTASE BETAl ADH; 
IDEH 9 NAD+ DEPENDENT 
ALCOHOL DEHYDROGENASE 
IDEH 26 


OXIDOREDUCTASE BETAl ADH; 
IDEH 9 NAD+ DEPENDENT 
ALCOHOL DEHYDROGENASE 
IDEH 26 


OXIDOREDUCTASE BETAl ADH; 
IDEH 9 NAD+ DEPENDENT 
ALCOHOL DEHYDROGENASE 
IDEH 26 


OXIDOREDUCTASE RETINOL 
DEHYDROGENASE, GASTRIC 
ALCOHOL ROSSMANN OR 
DINUCLEOTIDE FOLD 


OXIDOREDUCTASE RETINOL 
DEHYDROGENASE, GASTRIC 
ALCOHOL ROSSMANN OR 
DINUCLEOTIDE FOLD 


OXIDOREDUCTASE RETINOL 
DEHYDROGENASE, GASTRIC 
ALCOHOL ROSSMANN OR 
DINUCLEOTIDE FOLD 


NAD(A)) OXIDOREDUCTASE 
ICDO 15 
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Ihso 


Ihso 
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Ihet 
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Ihet 
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> 




CHAI 
NID 






5 
















STAR 
TAA 






















*s 
























4e-78 




9 


? 


? 


? 


t 


te-60 


1 




i Blast 




0.46 






















-1202.08 






-1202.08 












PMF 


89.46 




j 101.16 


79.40 




94.36 


78.55 


82.26 


82.29 




SEQFOL 
D score 


CLASS I ALCOHOI 
DEHYDROGENAS] 
ALPHA SUBUNIT; 


CLASS I ALCOHOI 
DEHYDROGENAS] 
ALPHA SUBUNIT; 
CHAIN: A, B; 


CLASS I ALCOHOI 
DEHYDROGENASI 
ALPHA SUBUNIT; 
CHAIN: A, B; 


ALCOHOL 
DEHYDROGENASI 
CHAIN; CHAIN: A, 


ALCOHOL 
DEHYDROGENASI 
, CHAIN; CHAIN: A, 


ALCOHOL 
DEHYDROGENASI 
CHAIN; CHAIN: A, 


NADP(H)-DEPEND] 
KETOSE REDUCE 
CHAIN: A; 


NADP(H)-DEPEND1 
KETOSE REDUCT/ 
CHAIN: A; 


ALCOHOL 
DEHYDROGENASE 
CLASS II; CHAIN: I 


DEHYDROGENASI 
CLASS II; CHAIN: i 


Compound 


















W 


to 




OXIDOREDUCTASE ALCOHOL 
DEHYDROGENASE (CLASS I), 
ALPHA ROSSMANN FOLD, 


OXIDOREDUCTASE ALCOHOL 
DEHYDROGENASE (CLASS I), 
ALPHA ROSSMANN FOLD, 
ALCOHOL DEHYDROGENASE 


OXIDOREDUCTASE ALCOHOL 
DEHYDROGENASE (CLASS I), 
ALPHA ROSSMANN FOLD, 
ALCOHOL DEHYDROGENASE 


OXIDOREDUCTASE ALCOHC 
DEHYDROGENASE I; 
OXIDOREDUCTASE(NAD(A> 
CHOH(D)) 


OXIDOREDUCTASE ALCOH( 
DEHYDROGENASE I; 
OXIDOREDUCTASE(NAD(A> 
CHOH(D)) 


oxidoredih past \tcohc 

DEHYDROGENASE I; 

OXIDOREDUCTASE(NAD(A> 

CHOH(D)) 


OXIDOREDUCTASE 
OXIDOREDUCTASE, FRUCTC 
REDUCTION 


OXIDOREDUCTASE 
OXIDOREDUCTASE, FRUCTC 
REDUCTION 


ALCOHOL DEHYDROGENAS 
ALCOHOL DEHYDROGENAS 


ALCOHOL DEHYDROGENAS 
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2 H S3 


lqor 
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t 


lkev 


IhtO 


IhtO 


IhtO 




S3 
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> 


> 




CHAI 
NID 












% 






STAR 
T AA 




















5.6e-78 


2.8e-77 


2.8e-77 


9.8e-48 


4.2e-78 


? 


1 




Psi Blast 




0.62 








0.33 






Verify 




-1202.08 








-1202.08 






PMF 
score 


128.24 




132.05 


66.86 


90.30 




105.32 




SEQFOL 
D score 


OXIDOREDUCTASE 
QUINONE 
OXIDOREDUCTASE 
COMPLEXED WITH 


OXIDOREDUCTASE 
QUINONE 

OXIDOREDUCTASE 
COMPLEXED WITH 
NADPH 1QOR3 


OXIDOREDUCTASE 
QUINONE 

OXIDOREDUCTASE 
COMPLEXED WITH 
NADPH 1QOR3 


NADP-DEPENDENT 
ALCOHOL 
DEHYDROGENASE; 
CHAIN: A, B, C, D; 


CLASS 1 ALCOHOL 
DEHYDROGENASE 3, 
GAMMA SUBUNIT; 
CHAIN: A, B; 


CLASS I ALCOHOL 
DEHYDROGENASE 3, 
GAMMA SUBUNIT; 
CHAIN: A, B; 


CLASS I ALCOHOL 
DEHYDROGENASE 3, 
GAMMA SUBUNIT; 
CHAIN: A, B; 


CHAIN: A, B; i 


Compound 








OXIDOREDUCTASE 
OXIDOREDUCTASE, ZINC, NADP 


OXIDOREDUCTASE ALCOHOL 
DEHYDROGENASE (CLASS I), 
GAMMA ROSSMANN FOLD, 
ALCOHOL DEHYDROGENASE, 
ZINC 


OXIDOREDUCTASE ALCOHOL 
DEHYDROGENASE (CLASS I), 
GAMMA ROSSMANN FOLD, 
ALCOHOL DEHYDROGENASE, 
ZINC 


OXIDOREDUCTASE ALCOHOL 
DEHYDROGENASE (CLASS I), 
GAMMA ROSSMANN FOLD, 
ALCOHOL DEHYDROGENASE, 
ZINC 


ALCOHOL DEHYDROGENASE | 
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Iteh 


Iteh 


ltcf 




eg 

H 
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CHAI 
N ID 












STAR 
TAA 




is 










4.2e-78 


1.4e-90 


1.4e-90 


0.008 




Psi Blast 




0.37 








Verify 
score 




-1202.08 








PMF 
score 


85.11 




100.75 


52.38 




SEQFOL 
D score 


HUMAN CHICHI 
ALCOHOL 
DEHYDROGENASE; 
CHAIN: A, B; 


HUMAN CHICHI 
ALCOHOL 
DEHYDROGENASE; 
CHAIN: A, B; 


HUMAN CHICHI 
ALCOHOL 
DEHYDROGENASE; 
CHAIN: A, B; 




TROPONIN C; CHAIN: 
NULL; ' 


NADPH 1QOR3 j 


Compound 


OXIDOREDUCTASE 
GLUTATHIONE-DEPENDENT 
FORMALDEHYDE 
DEHYDROGENASE, NAD+ 
DEPENDENT ALCOHOL 
DEHYDROGENASE 2 
GLUTATHIONE DEPENDENT 
FORMALDEHYDE 


OXIDOREDUCTASE 
GLUTATHIONE-DEPENDENT 
FORMALDEHYDE 
DEHYDROGENASE, NAD+ 
DEPENDENT ALCOHOL 
DEHYDROGENASE 2 
GLUTATHIONE DEPENDENT 
FORMALDEHYDE 
DEHYDROGENASE 


OXIDOREDUCTASE 
GLUTATHIONE-DEPENDENT 
FORMALDEHYDE 
DEHYDROGENASE, NAD+ 
DEPENDENT ALCOHOL 
DEHYDROGENASE 2 
GLUTATHIONE DEPENDENT 
FORMALDEHYDE 
DEHYDROGENASE 


CALCIUM-REGULATED MUSCLE 
CONTRACTION MUSCLE 
CONTRACTION, CALCIUM- 
BINDING, TROPONIN, E-F HAND, 2 
OPEN CONFORMATION 
REGULATORY DOMAIN, 
CALCIUM-REGULATED 3 MUSCLE 
CONTRACTION 
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Idtw 


Idtw 


lbfd 


7adh 


lykf 


| lykf 




B i 


> 


> 








> 




CHAI 
NID 
















STAR 
TAA 












1 






5.6e-70 


8.4e-70 


4.2e-39 


5.6e-60 


1.4e-49 


2.8e-58 




Psi Blast 






0.14 










Verify 






-1202.08 










PMF 
score 


161.96 


118.95 




62.04 


67.17 






SEQFOL 
D score 


BRANCHED-CHAIN 
ALPHA-KETO ACID 
DEHYDROGENASE 
CHAIN: A; BRANCHED- 
CHAIN ALPHA-KETO 
ACID DEHYDROGENASE 
CHAIN: B; 


BRANCHED-CHAIN 
ALPHA-KETO ACID 
DEHYDROGENASE 
CHAIN: A; BRANCHED- 
CHAIN ALPHA-KETO 
ACID DEHYDROGENASE 
CHAIN: B; 


BENZOYLFORMATE 
DECARBOXYLASE; 
CHAIN: NULL; 


OXIDOREDUCTASE 
(NAD(A)-CHOH(D)) 
ISONICOTINIMIDYLATE 
D LIVER ALCOHOL 
DEHYDROGENASE 
7ADH 4 (E.C.I. 1.1.1) 
7 ADHD 1 7 ADHD 2 


NADP-DEPENDENT 
ALCOHOL 
DEHYDROGENASE; 
CHAIN: A, B, C, D; 


NADP-DEPENDENT 
ALCOHOL 
DEHYDROGENASE; 
CHAIN: A, B, C, D; 




Compound 


OXIDOREDUCTASE THDP- 
BINDING FOLD, BRANCHED- 
CHAIN ALPHA-KETO ACID 2 
DEHYDROGENASE 


OXIDOREDUCTASE THDP- 
BINDING FOLD, BRANCHED- 
CHAIN ALPHA-KETO ACID 2 
DEHYDROGENASE 


LYASE LYASE, CARBON- 
CARBON, DECARBOXYLASE, 
MANDELATE CATABOLISM, 2 
THIAMIN DIPHOSPHATE 




OXIDOREDUCTASE 
OXIDOREDUCTASE 


OXIDOREDUCTASE 
OXIDOREDUCTASE 


DEHYDROGENASE j 
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3 




? 3 1 


IqsO 


IqsO 


lpvd 


lpox 


ldtw 


eg 

w 


> 


> 


> 


> 


> 


CHAI 
NID 












STAR 
TAA 




1 




s 


1 


t| 


2.8e-59 


2.8e-59 


1.3e-46 


7e-40 


5.6e-70 


Psi Blast 




0.61 




0.22 


0.44 


Verify 




-1202.08 


-1202.08 


-1202.08 


-1202.08 


PMF 
score 


91.32 










SEQFOL 
D score 


2-OXOISOVALERATE 
DEHYDROGENASE 
ALPHA-SUBUNIT; 
CHAIN: A; 2- 
OXOISOVALERATE 


2-OXOISOVALERATE 
DEHYDROGENASE 
ALPHA-SUBUNIT; 
CHAIN: A; 2- 
OXOISOVALERATE 
DEHYDROGENASE 
BETA-SUBUMT; CHAIN: 
B; 


LYASE (CARBON- 
CARBON) PYRUVATE 
DECARBOXYLASE (PDC) 
(E.C.4.1.1.1) 1PVD3 


OXIDOREDUCTASE(OX 
YGENAS ACCEPTOR) 
PYRUVATE OXIDASE 
(E.C. 1.2.3.3) MUTANT 
WITH PRO 178 IPOX 3 
REPLACED BY SER, SER 
188 REPLACED BY ASN, 
AND ALA 458 IPOX 4 
REPLACED BYVAL 
(P178S,S188N,A458V) 
IPOX 5 


BRANCHED-CHAIN 
ALPHA-KETOACID 
DEHYDROGENASE 
CHAIN: A; BRANCHED- 
CHAIN ALPHA-KETO 
ACID DEHYDROGENASE 
CHAIN: B; 


Compound 


OXIDOREDUCTASE 
HETEROTETRAMER, THDP 
COFACTOR, OXIDOREDUCTASE 


OXIDOREDUCTASE 
HETEROTETRAMER, THDP 
COFACTOR, OXIDOREDUCTASE 






OXIDOREDUCTASE THDP- 
BINDING FOLD, BRANCHED- 
CHAIN ALPHA-KETO ACID 2 
DEHYDROGENASE 
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ltrk 
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IqsO 




w 




> 
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> 
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CHAI 
NID 














STAR 
TAA 






1 




1 




H 


1.4e-67 


le-08 


3e-57 


9e-76 


9e-76 




Psi Blast 


0.07 


0.14 


0.16 


0.55 






Verity 


-1202.08 


-1202.08 


-1202.08 


-1202.08 






PMF 










140.12 




SEQFOL 
D score 


HLA-A 0201; CHAIN: A; 
BETA-2 

MICROGLOBULIN; 
CHAIN: B; TAX PEPTIDE; 
CHAIN: C; T CELL 
RECEPTOR ALPHA; 
CHAIN: D; T CELL 
RECEPTOR BETA; 


IMMUNOGLOBULIN, 
DIELS ALDER 
CATALYTIC ANTIBODY; 
CHAIN: L, H, A, B; 


TRANSFERASE(KETONE 
RESIDUES) 
TRANSKETOLASE 
(E.C.2.2.1.1) ITRK 3 


ALPHA-SUBUNIT; 
CHAIN: A; 2- 
OXOISOVALERATE 
DEHYDROGENASE 
BETA-SUBUNIT; CHAIN: 
B; 


2-OXOISOVALERATE 


2-OXOISOVALERATE 
DEHYDROGENASE 
ALPHA-SUBUNIT; 
CHAIN: A; 2- 
OXOISOVALERATE 
DEHYDROGENASE 
BETA-SUBUNIT; CHAIN: 
B; 


DEHYDROGENASE 
BETA-SUBUNIT; CHAIN: 
B; 


Compound 


COMPLEX (MHC/VIRAL 
PEPTIDE/RECEPTOR) HLA A2 
HEAVY CHAIN; COMPLEX 
(MHC/VIRAL PEPTIDE/RECEPTOR) 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, ANTIBODY, 
CATALYTIC ANTIBODY, DIELS 
ALDER, 2 GERMLINE 




OXIDOREDUCTASE 
HETEROTETRAMER, THDP 
COFACTOR, OXIDOREDUCTASE 


OXIDOREDUCTASE 
HETEROTETRAMER, THDP 
COFACTOR, OXIDOREDUCTASE 
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ld9k 
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a 








CHAI 
NID 












STAR 
TAA 














I 


8.4e-38 


5.6e-66 


1.4e-67 




Psi Blast 












Verify 












PMF 
score 


81.57 


57.60 


81.96 


86.31 




SEQFOL 
D score 


HLA CLASS II 
HISTOCOMPATIBILITY 
ANTIGEN, DR CHAIN: A; 
HLA CLASS II 
HISTOCOMPATIBILITY 
ANTIGEN, DR-1 CHAIN: 
B; HEMAGGLUTININ 
HAl PEPTIDE CHAIN; 
CHAIN: C; T-CELL 
RECEPTOR ALPHA 
CHAIN; CHAIN: D; T- 


T-CELL RECEPTOR D10 
(ALPHA CHAIN); CHAIN: 
A, E; T-CELL RECEPTOR 
D10 (BETA CHAIN); 
CHAIN: B, F; MHC I-AK A 
CHAIN (ALPHA CHAIN); 
CHAIN: C, G; MHC I-AK 
B CHAIN (BETA CHAIN); 
CHAIN: D, H; 
CONALBUMIN PEPTIDE; 
CHAIN: P, Q; 


14.3.D T CELL ANTIGEN 
RECEPTOR; IBEC 5 
CHAIN: NULL; IBEC 6 


HLA-A 0201; CHAIN: A; 
BETA-2 

MICROGLOBULIN; 
CHAIN: B; TAX PEPTIDE; 
CHAIN: C; T CELL 
RECEPTOR ALPHA; 
CHAIN: D; T CELL ~ 
RECEPTOR BETA; 
CHAIN: E; 


CHAIN: E; | 


Compound 


IMMUNE SYSTEM HLA-DRl, DRA; 
HLA-DRl, DRBl 0101; TCR HAl. 7 
ALPHA CHAIN; TCR HAl. 7 BETA 
CHAIN; PROTEIN-PROTEIN 
COMPLEX, IMMUNOGLOBULIN 
FOLD 


IMMUNE SYSTEM MHC I-AK; 
MHC I-AK; T-CELL RECEPTOR, 
MHC CLASS II, D10, I-AK 


RECEPTOR T CELL RECEPTOR 
IBEC 14 


COMPLEX (MHC/VIRAL 
PEPTIDE/RECEPTOR) HLA A2 
HEAVY CHAIN; COMPLEX 
(MHC/VIRAL PEPTIDE/RECEPTOR) 
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S3 

W 


> 


> 


> 


> 


to 


Cd 




CHAI 
NID 
















STAR 
TAA 


















1.5e-42 






1 


1.4e-20 


1.4e-20 




Psi Blast 






0.02 




0.06 






Verify 
score 






-1202.08 




-1202.08 






PMF 
score 


141.84 


142.21 




142.67 




85.50 




SEQFOL 
D score 


MYELOPEROXIDASE; 
CHAIN: A, B; 
MYELOPEROXIDASE; 


PROSTAGLANDIN H2 
SYNTHASE-2; CHAIN: A, 
B; 9-MER; CHAIN: F; 


PROSTAGLANDIN H2 
SYNTHASE-2; CHAIN: A, 
B; 9-MER; CHAIN: F; 


PROSTAGLANDIN H2 
SYNTHASE-2; CHAIN: A, 
B; 9-MER; CHAIN: F; 


GT-ALPHA/GI-ALPHA 
CHIMERA; CHAIN: A; 
GT-BETA; CHAIN: B; GT- 
GAMMA; CHAIN: G; 


GT-ALPHA/GI-ALPHA 
CHIMERA; CHAIN: A; 
GT-BETA; CHAIN: B; GT- 
GAMMA; CHAIN: G; 


| CHAIN: A, B, C; 


Compound 


OXIDOREDUCTASE HEME- 
PROTEIN, PEROXIDASE, 
OXIDOREDUCTASE, 


OXIDOREDUCTASE COX-2, 
CYCLOOXYGENASE, 
PROSTAGLANDIN, 
ARACHIDONATE, 2 
ENDOPEROXIDE 


OXIDOREDUCTASE COX-2, 
CYCLOOXYGENASE, 
PROSTAGLANDIN, 
ARACHIDONATE, 2 
ENDOPEROXIDE 


OXIDOREDUCTASE COX-2, 
CYCLOOXYGENASE, 
PROSTAGLANDIN, 
ARACHIDONATE, 2 
ENDOPEROXIDE 


COMPLEX (GTP- 
BINDING/TRAN S D U CER) BETAl, 
TRANSDUCIN BETA SUBUNIT; 
GAMMAl, TRANSDUCIN GAMMA 
SUBUNIT; COMPLEX (GTP- 
BINDING/TRANS DUCER), G 
PROTEIN, HETEROTRIMER 2 
SIGNAL TRANSDUCTION 


COMPLEX (GTP- 
BINDING/TRANSDUCER) BETAl, 
TRANSDUCIN BETA SUBUNIT; 
GAMMAl, TRANSDUCIN GAMMA 
SUBUNIT; COMPLEX (GTP- 
BINDING/TRANSDUCER), G 
PROTEIN, HETEROTRIMER 2 
SIGNAL TRANSDUCTION 
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o 
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CHAI 
NID 














STAR 
TAA 














n 


7e-20 


I 


2.8e-62 


2.8e-43 


1.4e-35 




Psi Blast 




0.10 


0.16 








Verify 
score 




-1202.08 


-1202.08 








PMF 

score 


55.30 






55.87 


56.21 




SEQFOL 
D score 


HLA-A 0201; CHAIN: A; 
BETA-2 

MICROGLOBULIN; 
CHAIN: B; TAX PEPTIDE; 
CHAIN: C; T CELL 
RECEPTOR ALPHA; 


IMMUNOGLOBULIN; 
CHAIN: A, B; 


t 


ANTIBODY (LIGHT 
CHAIN); CHAIN: L; 
ANTIBODY (HEAVY 


BENCE- JONES KAPPA I 
PROTEIN BRE; CHAIN: 
A, B, C; 


CYTOCHROME C 
OXIDASE; CHAIN: A, B; 
ANTIBODY FV 
FRAGMENT; CHAIN: C, 
D; 




Compound 


COMPLEX (MHC/VIRAL 
PEPTIDE/RECEPTOR) HLA A2 
HEAVY CHAIN; COMPLEX 
(MHC/VIRAL PEPTIDE/RECEPTOR) 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, KAPPA 
LIGHT-CHAIN DIMER HEADER 


CHIMERIC ANTIBODY, FAB, 2 X- 
RAY STRUCTURE, THREE- 
DIMENSIONAL STRYCTURE, 
GAMMA- 3 INTERFERON, 
IMMUNE SYSTEM 


IMMUNE SYSTEM 
IMMUNOGLOBULIN; 
IMMUNOGLOBULIN ANTIBODY 


IMMUNE SYSTEM BENCE- JONES; 
IMMUNOGLOBULIN, AMYLOID, 
IMMUNE SYSTEM 


COMPLEX 

(OXIDOREDUCTASE/ANTIBODY) 
CYTOCHROME AA3, COMPLEX 
IV, FERROCYTOCHROME C, 
COMPLEX 

(OXIDOREDUCTASE/ANTIBODY), 
ELECTRON TRANSPORT, 2 
TRANSMEMBRANE, 
CYTOCHROME OXIDASE, 
ANTIBODY COMPLEX 


AFFINITY, CRYSTAL 2 PACKING 
MOTIF, PROGRAMMING 
PROPENSITY TO CRYSTALLIZE, 3 
IMMUNOGLOBULIN 
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22 
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§ S 1 


i 


1 


1 


2pcp 1 


% 


2fgw 


Iter 




I 


B| 




> 


> 


CO 




t- 1 


> 


X 


X 


CHAI 
N ID 




















STAR 
TAA 


S 




















1 1.4e-74 


4.2e-66 


4.2e-66 


j 9.8e-19 


9.8e-64 


? 


7e-20 


g 


4.2e-23 j 


Psi Blast 






0.13 






0.07 








n 






-1202.08 






-1202.08 








ii 


1 96.49 


55.65 




J 54.90 


56.05 

i 
i 




57.82 


56.05 | 


56.17 | 


SEQFOL 
D score 


| 2E8 (IGG1=KAPPA=) 


IMMUNOGLOBULIN FAB 
FRAGMENT FROM 
HUMAN 

IMMUNOGLOBULIN 
IGGl (LAMBDA, HIL) 
8FAB3 


IMMUNOGLOBULIN 
IGGl (LAMBDA, HIL) 
8FAB3 


IMMUNOGLOBULIN FAB 
FRAGMENT FROM 
HUMAN 


| IMMUNOGLOBULIN; 
CHAIN: A, B, C, D; 


IMMUNOGLOBULIN FAB 
FRAGMENT OF A 
HUMANIZED VERSION 
OF THE ANTI-CD 18 
2FGW 3 ANTIBODY 'H52' 
(HUH52-OZ FAB) 2FGW 4 


i OF THE ANTI-CD18 
1 2FGW 3 ANTIBODY 'H52' 
(HUH52-OZ FAB) 2FGW4 


IMMUNOGLOBULIN FAB 
FRAGMENT OF A 


ALPHA, BETA T-CELL 
RECEPTOR CHAIN: A, B; 


IGG2A=KAPPA=; 1PLG4 I 
CHAIN: L, H; IPLG 5 | 


N1G9 (IGG1=LAMBDA=); 1 
CHAIN: L, H; | 


Compound 


| IMMUNOGLOBULIN 






IMMUNOGLOBULIN 
, IMMUNOGLOBULIN 






RECEPTOR TCR; T-CELL, 
RECEPTOR, TRANSMEMBRANE, 
GLYCOPROTEIN, SIGNAL 


IMMUNOGLOBULIN I 


IMMUNOGLOBULIN 1 
IMMUNOGLOBULIN, | 
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S3 
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CHAI 
NID 
















STAR 1 
TAA 




to 
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l.le-40 




1.4e-81 
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1.3e-35 






Psi Blast 














































-1202 














PMF 
score 












































g 
















QFOL 
score 


T CELL RECEPTOR V- 
ALPHA DOMAIN; 
CHAIN: A, B; 


IMMUNOGLOBULIN; 
CHAIN: A, B; 


IMMUNOGLOBULIN; 
CHAIN: A, B; 




ANTIBODY (LIGHT 
CHAIN); CHAIN: L; 
ANTIBODY (HEAVY 


HLA-A 0201; CHAIN: A; 
BETA-2 

MICROGLOBULIN; 
CHAIN: B; TAX PEPTIDE; 
CHAIN: C; T CELL 
RECEPTOR ALPHA; 
CHAIN: D; T CELL 
RECEPTOR BETA; 
CHAIN: E; 


IMMUNOGLOBULIN, 
DIELS ALDER 
CATALYTIC ANTIBODY; 
CHAIN: L, H, A, B; 


ANTIBODY; CHAIN: L, H, 
M,P; 


Compound 


T CELL RECEPTOR TCR; T CELL 
RECEPTOR, MHC CLASS I, 
HUMAN IMMUNODEFICIENCY 
VIRUS, 2 MOLECULAR 
RECOGNITION | 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, KAPPA 
LIGHT-CHAIN DIMER HEADER 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, KAPPA 
LIGHT-CHAIN DIMER HEADER 


1 IMMUNE SYSTEM | 


CHIMERIC ANTIBODY, FAB, 2 X- 
RAY STRUCTURE, THREE- 
DIMENSIONAL STRYCTURE, 
GAMMA- 3 INTERFERON, 


IMMUNE SYSTEM 
IMMUNOGLOBULIN; 
IMMUNOGLOBULIN ANTIBODY 


COMPLEX (MHC/VIRAL 
PEPTIDE/RECEPTOR) HLA-A2 
HEAVY CHAIN; CLASS I MHC, T- 
CELL RECEPTOR, VIRAL PEPTIDE, 
2 COMPLEX (MHC/VIRAL 
PEPTIDE/RECEPTOR 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, ANTIBODY, 
CATALYTIC ANTIBODY, DIELS 
ALDER, 2 GERMLINE 


IMMUNOGLOBULIN j 
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CHAI 
NID 












STAR 
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2.8e-42 


1.4e-74 ' 


1.4e-79 


l.le-83 




Psi Blast 








0.15 




Verify 
score 








-1202.08 




PMF 


79.58 


96.33 


97.53 




230.06 


SEQFOL 
D score 


T-CELL RECEPTOR DIO 
(ALPHA CHAIN); CHAIN: 
A, E; T-CELL RECEPTOR 
DIO (BETA CHAIN); 
CHAIN: B, F; MHC I-AK A 
CHAIN (ALPHA CHAIN); 


IG HEAVY CHAIN V 
REGIONS; CHAIN: A; IG 
HEAVY CHAIN V 
REGIONS; CHAIN: B; IG 
HEAVY CHAIN V 
REGIONS; CHAIN: C; IG 
HEAVY CHAIN V 
REGIONS; CHAIN: D; 


CAMPATH-1H.-LIGHT 
CHAIN; CHAIN: L; 
CAMPATH- 1H:HEAVY 
CHAIN; CHAIN: H; 
PEPTIDE ANTIGEN; 
CHAIN: P; 


FAB FRAGMENT; 
CHAIN:L,H,J,K; 
VASCULAR 
ENDOTHELIAL 
GROWTH FACTOR; 
CHAIN: V, W; 


HLA-A 0201; CHAIN: A; 
BETA-2 

MICROGLOBULIN; 
CHAIN: B; TAX PEPTIDE; 
CHAIN: C; T CELL 
RECEPTOR ALPHA; 
CHAIN: D;T CELL 
RECEPTOR BETA; 
CHAIN: E; 


Compound 


IMMUNE SYSTEM MHC I-AK; 
MHC I-AK; T-CELL RECEPTOR, 
MHC CLASS II, DIO, I-AK 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, FAB 
COMPLEX, IDIOTOPE, ANTI- 
IDIOTOPE 


ANTIBODY THERAPEUTIC, 
ANTIBODY, CD52 


COMPLEX (ANTIBODY/ANTIGEN) 
FAB-12; VEGF; COMPLEX 
(ANTIBODY/ANTIGEN), 
ANGIOGENIC FACTOR 


COMPLEX (MHC/VIRAL 
PEPTIDE/RECEPTOR) HLA A2 
HEAVY CHAIN; COMPLEX 
(MHC/VIRAL PEPTIDE/RECEPTOR) 
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Sg 
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CHAI 
NID 


to 










So 




STAR 
TAA 












c> 




n 


1.3e-75 


1.4e-73 


1.4e-74 




5.6e-92 






Psi Blast 
















Verify 








-1202.08 








PMF 
score 


98.73 


100.34 


97.96 




130.53 


96.48 




SEQFOL 
D score 


IGG ANTIBODY (LIGHT 
CHAIN); CHAIN: L; IGG 
ANTIBODY (HEAVY 
CHAIN); CHAIN: H; 


CYTOKINE RECEPTOR 
COMMON BETA CHAIN 
PRECURSOR; CHAIN: A; 
ANTIBODY (LIGHT 
CHAIN); CHAIN: L; 
ANTIBODY (HEAVY 
CHAIN); CHAIN: H 


TAB2; CHAIN: L, M; 
TAB2; CHAIN: H, I; 
CYCLIC PEPTIDE; 
CHAIN: P, Q 


IGM-KAPPA COLD 
AGGLUTININ (LIGHT 
CHAIN); CHAIN: A, C; 
IGM-KAPPA COLD 
AGGLUTININ (HEAVY 
CHAIN); CHAIN: B, D; 


DIHYDRODIPICOLINATE 
SYNTHASE; CHAIN: A, 
B; 


IGMRF2A2; CHAIN: A, 
C,E;IGMRF2A2; 
CHAIN: B, D, F; 
IMMUNOGLOBULIN G 
BINDING PROTEIN A; 
CHAIN: G, H; 


CHAIN: C, G; MHC I-AK 
B CHAIN (BETA CHAIN); 
CHAIN: D, H; 
CONALBUMIN PEPTIDE; 
CHAIN: P, Q; 


Compound 


IMMUNE SYSTEM ANTI- 
FULLERENE ANTIBODY, 
NANOTUBES 


IMMUNE SYSTEM CYTOKINE 
RECEPTOR COMPLEXED TO AN 
ANTIBODY 


COMPLEX (ANTIBODY/ANTIGEN) 
CROSS-REACTIVITY, PROTEIN- 
PEPTIDE RECOGNITION 


IMMUNE SYSTEM FAB, IGM, 
ANTIBODY, COLD AGGLUTININ, 
HUMAN 


SYNTHASE DHDPS; SYNTHASE, 
DIHYDRODIPICOLINATE 


IMMUNE SYSTEM FAB-IBP 
COMPLEX CRYSTAL STRUCTURE 
2.7A RESOLUTION BINDING 2 
OUTSIDE THE ANTIGEN 
COMBINING SITE SUPERANTIGBN 
FAB VH3 3 SPECIFICITY 
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lfvd 
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CHAI 
NID 












STAR 
TAA 


s 
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1.4e-77 


I 




8.4e-78 




Psi Blast 






0.31 






Verify 






-1202.08 






PMF 
score 


97.48 


204.11 




96.30 


97.87 


SEQFOL 
D score 


ENVELOPE 

GLYCOPROTEIN GP120; 
CHAIN: G; T-CELL 
SURFACE 

GLYCOPROTEIN CD4; 
CHAIN: C; ANTIBODY 
17B, LIGHT CHAIN; 


HLA CLASS II 
HISTOCOMPATIBILITY 
ANTIGEN, DR CHAIN: A; 
HLA CLASS II 
HISTOCOMPATIBILITY 
ANTIGEN, DR-1 CHAIN: 
B, HEMAGGLUTININ 
HA1 PEPTIDE CHAIN; 
CHAIN: C; T-CELL 
RECEPTOR ALPHA 
CHAIN; CHAIN: D; T- 
CELL RECEPTOR BETA 
CHAIN: CHAIN: E; 


IMMUNOGLOBULIN FAB 
FRAGMENT OF 
HUMANIZED ANTIBODY 
4D5, VERSION 4 IFVD 3 


IMMUNOGLOBULIN 
NMC-4 IGGl; CHAIN: L; 
IMMUNOGLOBULIN 
NMC-4 IGGl; CHAIN: H; 
VON WILLEBRAND 
FACTOR; CHAIN: A; 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN Gl 
(BCAPPA LIGHT CHAIN) 
FAB' FRAGMENT IFIG 3 


Compound 


VIRUS/VIRAL PROTEIN COMPLEX 
(HIV ENVELOPE 
PROTEIN/CD4/FAB), HIV-1 
EXTERIOR 2 ENVELOPE GP120 
FROM LABORATORY- ADAPTED 
ISOLATE, HXBC2, 3 SURFACE T- 
CELL GLYCOPROTEIN CD4, 


IMMUNE SYSTEM HLA-DRl, DRA; 
HLA-DRl, DRBl 0101; TCR HA1.7 
ALPHA CHAIN; TCR HA1.7 BETA 
CHAIN; PROTEIN-PROTEIN 
COMPLEX, IMMUNOGLOBULIN 
FOLD 




IMMUNE SYSTEM VON 
WILLEBRAND FACTOR, 
GLYCOPROTEIN IBA (A:ALPHA) 
BINDING, 2 COMPLEX 
(WILLEBRAND/IMMUNOGLOBULI 
N), BLOOD COAGULATION TYPE 
3 2B VON WILLEBRAND DISEASE 
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CHAI 1 
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STAR 
TAA 














E| 


t 


7e-83 


1.2e-77 


5.6e-43 


2.8e-76 




Psi Blast 


\ 0.35 


0.04 










Verify 
score 


| -1202.08 


-1202.08 










i 


PMF 






239.88 


87.06 






o 

I 


SEOFOL 


| ARYLALKYLAMINE N- 


OF THE ANTI-CD 18 
2FGW 3 ANTIBODY 'H52' 
(HUH52-OZ FAB) 2FGW 4 


IMMUNOGLOBULIN FAB 
FRAGMENT OF A 
HUMANIZED VF.RSTON 


HLA CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN, A-2 CHAIN: A; 
BETA-2 

MICROGLOBULIN; 
CHAIN: B; TAX PEPTIDE 
P6A; CHAIN: C; T-CELL 
RECEPTOR, ALPHA 
CHAIN; CHAIN: D; T- 
CELL RECEPTOR, BETA 
CHAIN; CHAIN: E; 


KB5-C20 T-CELL 
ANTIGEN RECEPTOR; 
CHAIN: A, B; ANTIBODY 
DESIRE-1; CHAIN: L, H; 


HUMAN CONSTANT 
CHAIN: B, D; ! 


CHIMERA OF IG KAPPA 
CHAIN: HUMAN 
CONSTANT REGION 
CHAIN: A, C; CHIMERA 
OF IG GAMMA -1 CHAIN: 


CHAIN: L; ANTIBODY 
17B, HEAVY CHAIN; 
CHAIN: H; 


Compound 


1 TRANSFERASE ' 




IMMUNE SYSTEM MHC CLASS I 
HLA-A; MHC CLASS I ANTIGEN; 
A6-TCR; TCR BETA CHAIN; 
HUMAN TCR/PEPTIDE/MHC 
COMPLEX, HLA-A2, HTLV-1, TAX, 
TCR, T 2 CELL RECEPTOR 


COMPLEX 

(IMMUNOGLOBULIN/RECEPTOR) 
TCR VAPLHA VBETA DOMAIN; T- 
CELL RECEPTOR, STRAND 
SWITCH, FAB, ANTICLONOTYPIC, 
2 

(IMMUNOGLOBULIN/RECEPTOR) 


IMMUNE SYSTEM IGG FOLD, 
ANTIBODY, CHIMERA 


ANTIGEN-BINDING FRAGMENT 4 
OF HUMAN IMMUNOGLOBULIN 
17B 
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CHAI 
NID 
















STAR 
TAA 












s 






| 1.3e-28 


7.5e-45 


1.2e-19 


1.2e-40 


7e-14 


8.4e-09 


7e-13 | 


Psi Blast 


| 0.31 


0.39 


0.23 


0.46 




0.15 




Verify 
score 


J -1202.08 


-1202.08 


-1202.08 ; 


-1202.08 




-1202.08 




PMF 
score 










51.43 




55.87 ; 


SEQFOL 
D score 


U2 RNA HAIRPIN IV; 
1 CHAIN: Q, R; U2 A'; 


RIBONUCLEASE 
INHIBITOR; CHAIN: A, D; 
ANGIOGENIN; CHAIN: B, 
E; 


RIBONUCLEASE 
INHIBITOR; CHAIN: A, D; 
ANGIOGENIN; CHAIN: B, 
E; 


RIBONUCLEASE 
INHIBITOR; CHAIN: A, D; 
ANGIOGENIN; CHAIN: B, 
E; 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


TUMOR NECROSIS 
FACTOR RECEPTOR; 
INCF 4 CHAIN: A, B; 
INCF 5 


LAMININ; CHAIN: NULL; 


Compound 


COMPLEX (NUCLEAR 
| PROTEIN/RNA) COMPLEX 


COMPLEX 

(INHIBITOR/NUCLEASE) 
COMPLEX 

(INHIBITOR/NUCLEASE), 
COMPLEX (RI-ANG), HYDROLASE 
2 MOLECULAR RECOGNITION, 
EPITOPE MAPPING, LEUCINE- 
RICH 3 REPEATS 


COMPLEX 

(INHIBITOR/NUCLEASE) 
COMPLEX 

(INHIBITOR/NUCLEASE), 
COMPLEX (RI-ANG), HYDROLASE 
2 MOLECULAR RECOGNITION, 
EPITOPE MAPPING, LEUCINE- 
RICH 3 REPEATS 


COMPLEX 

(INHIBITOR/NUCLEASE) 
COMPLEX 

(INHIBITOR/NUCLEASE), 
COMPLEX (RI-ANG), HYDROLASE 
2 MOLECULAR RECOGNITION, 
EPITOPE MAPPING, LEUCINE- 
RICH 3 REPEATS 




SIGNALLING PROTEIN TYPE I 
RECEPTOR, STNFRl; INCF 8 
BINDING PROTEIN, CYTOKINE 
INCF 19 


GLYCOPROTEIN GLYCOPROTEIN 
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STAR 
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6e-32 


9e-31 


l.5e-28 


1.2e-29 


1.5e-21 


1.4e-15 


le-32 


1.4e-30 




Psi Blast 
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-1202 


-1202 


-1202 
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PMF 
score 








































a s£ 




















IQFOL 
score 


U2 RNA 
CHAIN: 
CHAIN: 


U2RNA 
CHAIN: 
CHAIN: 


U2RNA 
CHAIN: 
CHAIN: 


U2RNA 
CHAIN: 
CHAIN: 


U2 RNA 
CHAIN: 
CHAIN: 


U2RNA 
CHAIN: 
CHAIN: 


U2RNA 
CHAIN: 
CHAIN: 


U2RNA 
CHAIN: 
, CHAIN: 


CHAIN: 
CHAIN: 


O 
| 


w > P a 
o .0 J* E 


o o >s i 






o o > 


b o ^ | 


w >P a 


„w >P a 
O O ?s c 


w> 

DO 


§ 


RPINIV; 
U2 A'; 
U2 B"; 


IPINIV; 
U2 A'; 
U2 B"; 


M>INIV; 
U2 A'; 
U2 B"; 






a g § 
w > ^ 


"ss| 


ssS 


G 




COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), 
SNRNP,RIBONUCLEOPROT 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), 
SNRNP,RIBONUCLEOPROT 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), 
SNRNP,RIBONUCLEOPROT 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), 
SNRNP,PJBONUCLEOPROT 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), RNA, 
SNRNP,RIBONUCLEOPROTEIN 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), 
SNRNP,RIBONUCLKOPROT 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), 
SNRNP,PJBONUCLEOPROT 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), 
SNRNP,RIBONUCLEOPROT 


(nuclear protein/rna), 
snrnp,ribonucleoprot: 


PDB annotation 


RNA, 


RNA, 


RNA, 


RNA, 
BIN 


RNA, 




RNA, 


RNA, 1 
BIN 
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STAR 
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4.5e-37 


3e-27 


7e-22 


5.6e-15 


1.3e-20 


7.5e-34 


4.5e-37 


t 


9e-22 


1.5e-15 


Psi Blast 


1 0.41 


0.63 


0.29 


0.30 


0.33 


0.78 






0.50 




0.36 


Verify 
score 


| -1202.08 


-1202.08 


-1202.08 


-1202.08 


-1202.08 


-1202.08 


-1202.08 , 




-1202.08 


-1202.08 


-1202.08 


PMF 
















71.98 








SEQFOL 
D score 


| INTERNALIN B; CHAIN: 


INTERNALIN B; CHAIN: 
A; 


INTERNALIN B; CHAIN: 
A; 


INTERNALIN B; CHAIN: 
A; 


INTERNALIN B; CHAIN: 

A; 


INTERNALIN B; CHAIN: 
A; 


INTERNALIN B; CHAIN: 

A; 


INTERNALIN B; CHAIN: 
A; 


U2 RNA HAIRPIN IV; 
CHAIN: Q, R; U2 A'; 
CHAIN: A, C; U2 B"; 
CHAIN: B, D; 


U2 RNA HAIRPIN IV; 1 
CHAIN: Q,R;U2A'; 
CHAIN: A, C; U2 B"; 
CHAIN: B, D; 


U2 RNA HAIRPIN TV; 
CHAIN:Q,R;U2A'; 
CHAIN: A,C;U2B"; 
CHAIN: B, D; 


Compound 


| CELL ADHESION LEUCINE RICH 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), RNA, 
SNRNP,RIBONUCLEOPR OTEIN 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), RNA, 
SNRNP,RIBONUCLEOPROTEIN 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), RNA, 
SNRNP,RIBONUCLEOPROTEIN 
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2.8e-13 




Psi Blast 


| 0.03 


0.13 




0.25 


0.07 


0.56 




Verify 
score 


1 -1202.08 


-1202.08 




-1202.08 


-1202.08 


-1202.08 




PMF 
score 


| | SKP2; CHAIN: A, C; SKPl 




69.13 










SEQFOL 
D score 


SKP2; CHAIN: A, C; SKPl; 
CHAIN: B, D; 


SKP2; CHAIN: A, C, E, G, 
I, K, M, O; SKPl; CHAIN: 
B, D, F, H, J, L, N, P; 


SKP2; CHAIN: A, C, E, G, 
I, K, M, O; SKPl; CHAIN: 
B, D, F, H, J, L, N, P; 


NUCLEAR RNA EXPORT 
FACTOR 1; CHAIN: A, B; 


RAB 

GERANYLGERANYLTRA 
NSFERASE ALPHA 
SUBUNIT; CHAIN: A, C; 
RAB 

GERANYLGERANYLTRA 
NSFERASE BETA 
SUBUNIT; CHAIN: B, D; 




Compound 


1 LIGASE CYCLIN A/CDK2- 


LIGASE CYCLIN A/CDK2- 
ASSOCIATED P45; CYCLIN 
A/CDK2-ASSOCIATED PI 9; SKPl, 
SKP2, F-BOX, LRRS, LEUCINE- 
RICH REPEATS, SCF, 2 UBIQUITIN, 
E3, UBIQUITIN PROTEIN LIGASE 


LIGASE CYCLIN A/CDK2- 
ASSOCIATED PROTEIN P45; 
CYCLIN A/CDK2-ASSOCIATED 
PROTEIN P19; SKPl, SKP2, F-BOX, 
LRR, LEUCINE-RICH REPEAT, SCF, 
UBIQUITIN, 2 E3, UBIQUITIN 
PROTEIN LIGASE 


LIGASE CYCLIN A/CDK2- 
ASSOC1ATED PROTEIN P45; 
CYCLIN A/CDK2 -ASSOCIATED 
PROTEIN P19; SKPl, SKP2, F-BOX, 
LRR, LEUCINE-RICH REPEAT, SCF, 
UBIQUITIN, 2 E3, UBIQUITIN 
PROTEIN LIGASE 


RNA BINDING PROTEIN TAP 
(NFXl); RIBONUCLEOPROTEIN 
(RNPJRBD OR RRM) AND 
LEUCINE-RICH-REPEAT 2 (LRR) 


STRUCTURE, RAB 
GERANYLGERANYLTRANSFERAS 
E, 2.0 A 2 RESOLUTION, N- 
FORMYLMETHIONINE, ALPHA 
SUBUNIT, BETA SUBUNIT 


TRANSFERASE CRYSTAL 


REPEAT, CALCIUM BINDING, 
CELL ADHESION j 
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Psi Blast 




0.22 




0.35 




Verify 




1 




-1202.08 




PMF 
score 


62.01 




53.22 






SEQFOL 
D score 


NITROGENASE 
MOLYBDENUM-IRON 
PROTEIN ALPHA CHAIN; 
CHAIN: A, C; 
NITROGENASE 
MOLYBDENUM-IRON 
PROTEIN BETA CHAIN; 
CHAIN: B, D; 


NITROGENASE 
MOLYBDENUM-IRON 
PROTEIN ALPHA CHAIN; 
CHAIN: A, C; 
NITROGENASE 
MOLYBDENUM-IRON 
PROTEIN BETA CHAIN; 
CHAIN: B, D; 
NITROGENASE IRON 
PROTEIN; CHAIN: E, F, G, 
H; 


FTSY; CHAIN: NULL; 


NITROGENASE IRON 
PROTEIN; CHAIN: A, B, 
C, D; 


PROTEIN; CHAIN: A, B, 
C,D; 


Compound 


OXIDOREDUCTASE 
NITROGENASE COMPONENT I, 
DINITROGENASE, NIFD; 
NITROGENASE COMPONENT I, 
DINITROGENASE, NIFK; 
NITROGENASE COMPONENT II, 
NITROGENASE REDUCTASE, 
NITROGEN-FIXATION. FE 


PROTEIN, MOFE PROTEIN, P- 
CLUSTER AND 2 FEMO 
COFACTOR 


OXIDOREDUCTASE 
NITROGENASE COMPONENT I, 
DINITROGENASE, NIFD; 
NITROGENASE COMPONENT I, 
DINITROGENASE, NIFK; 
NITROGENASE COMPONENT II, 
NITROGENASE REDUCTASE, 


SIGNAL RECOGNITION PARTICLE 
RECEPTOR SIGNAL 
RECOGNITION PARTICLE 
RECEPTOR, GTPASE, PROTEIN 2 
TARGETING 


OXIDOREDUCTASE 
NITROGENASE COMPONENT II, 
NITROGENASE REDUCTASE, 
NITROGENASE, NITROGEN 
FLXATION, NUCLOTIDE, MGADP, 
FE 2 PROTEIN. AV2 


NITROGENASE COMPONENT II, 
NITROGENASE REDUCTASE, 
NITROGENASE, NITROGEN 
FIXATION, NUCLOTIDE, MGADP, 
FE 2 PROTEIN AV? 
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i Blast 




0.70 


0.31 






0.54 


0.58 




Verify 
score 




-1202.08 


-1202.08 






-1202.08 


-1202.08 




PMF 
score 


50.31 






105.60 


104.71 








SEQFOL 
D score 


SIGNAL RECOGNITION 
54 KDA PROTEIN; 
CHAIN: F; 


CELL DIVISION 
INHIBITOR (MIND-1); 
CHAIN: A; 


CELL DIVISION 
INHIBITOR (MIND-1); 
CHAIN: A; 


CELL DIVISION 
INHIBITOR (MIND-1); 
CHAIN: A; 


CELL DIVISION 
INHIBITOR; CHAIN: A; 


CELL DIVISION 
INHIBITOR; CHAIN: A; 


NITROGENASE 
MOLYBDENUM-IRON 
PROTEIN ALPHA CHAIN; 
CHAIN: A, C; 
NITROGENASE 
MOLYBDENUM-IRON 
PROTEIN BETA CHAIN; 
CHAIN: B, D; 
NITROGENASE IRON 
PROTEIN; CHAIN: E, F, G, 


NITROGENASE IRON 
PROTEIN; CHAIN: E, F, G, 
H; 


Compound 


SIGNALING PROTEIN SRP54; 
SIGNALING PROTEIN 


CELL CYCLE MIND; MINC, FTSZ, 
BACTERIAL CELL DIVISION 


CELL CYCLE MIND; MINC, FTSZ, 
BACTERIAL CELL DIVISION 


CELL CYCLE MIND; MINC, FTSZ, 
BACTERIAL CELL DIVISION ' 


CELL CYCLE, HYDROLASE MIND 
ATPASE; ALPHA-BETA-ALPHA 
LAYERED, PROTEIN-ADP 
COMPLEX 


CELL CYCLE, HYDROLASE MIND 
ATPASE; ALPHA-BETA-ALPHA 
LAYERED, PROTEIN-ADP 
COMPLEX 


OXIDOREDUCTASE 
NITROGENASE COMPONENT I, 
DINITROGENASE, NIFD; 
NITROGENASE COMPONENT I, 
DINITROGENASE, NIFK; 
NITROGENASE COMPONENT II, 
NITROGENASE REDUCTASE, 
NITROGEN-FIXATION, FE 
PROTEIN, MOFE PROTEIN, P- 
CLUSTRR AND 2 FEMO 
COFACTOR 


PROTEIN, MOFE PROTEIN, P- 
CLUSTER AND 2 FEMO 
COFACTOR 
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Psi Blast 
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0.41 




Verify 


1 -1202.0S 
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-1202.08 




PMF 










64.02 


SEQFOL 
D score 


1 DES-GLA FACTOR VIIA 


CHYMOTRYPSIN 
INHIBITOR; CHAIN: A; 


ACTIVATED PROTEIN C; 
CHAIN: C, L; D-PHE-PRO- 
MAI; CHAIN: P; 


NITROGENASE 
MOLYBDEN UM-IRON 
PROTEIN; CHATN: A, B, 
C, D; NITROGENASE 
IRON PROTEIN; CHAIN: 
E, F, G, H; 


NITROGENASE 
MOLYBDENUM-IRON 
PROTEIN; CHAIN: A, B, 
C, D; NITROGENASE 
IRON PROTEIN; CHAIN: 
E, F, G, H; 


Compound 


| HYDROLASE/HYDROLASE 


HYDROLASE INHIBITOR AMCI 
PROTEIN INHIBITOR, 
HEMOLYMPH, APIS MELLIFERA, 
CANONICAL 2 INHIBITOR 


COMPLEX (BLOOD 
COAGULATION/INHIBITOR) 
AUTOPROTHROMBIN IIA; 
HYDROLASE, SERINE 
PROTEINASE), PLASMA CALCIUM 
BINDING, 2 GLYCOPROTEIN, 
COMPLEX (BLOOD 
COAGULATION/INHIBITOR) 


COMPLEX OF NITROGENASE 
PROTEINS NITROGENASE 
COMPONENT I, DINITROGENASE; 
NITROGENASE COMPONENT II, 
NITROGENASE REDUCTASE; 
NITROGENASE, NITROGEN 
FDCATION, SIGNAL 
TRANSDUCTION, 2 ELECTRON 
TRANSFER, ATP HYDROLYSIS, 
COMPLEX OF NITROGENASE 3 
PROTEINS 


COMPLEX OF NITROGENASE 
PROTEINS NITROGENASE 
COMPONENT I, DINITROGENASE; 
NITROGENASE COMPONENT II, 
NITROGENASE REDUCTASE; 
NITROGENASE, NITROGEN 
FDCATION, SIGNAL 
TRANSDUCTION, 2 ELECTRON 
TRANSFER, ATP HYDROLYSIS, 
COMPLEX OF NITROGENASE 3 
PROTEINS 
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Psi Blast 
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Verify 
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-1202.08 
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-1202.08 




Ii 












SEQFOL 
D score 


IGG2A; CHAIN: L, H; 
HUMAN RHINOVIRUS 
CAPSID PROTEIN VP2; 
CHAIN: P; 


HUMAN BETA2- 
GLYCOPROTEIN I; 
CHAIN: A; 


BSTI; CHAIN: A; 


BLOOD COAGULATION 
FACTOR VIIA; CHAIN: L; 
BLOOD COAGULATION 
FACTOR VIIA; CHAIN: H; 
SOLUBLE TISSUE 
FACTOR; CHAIN: T; 
5L15; CHAIN: I; 


(HEAVY CHAIN); CHAIN: 
H, I; DES-GLA FACTOR 
VIIA (LIGHT CHAIN); 
CHAIN: L, M; (DPN)-PHE- 
ARG; CHAIN: C, D; 
PEPTIDE E-76; CHAIN: X, 
Y; 


Compound 


COMPLEX 

(IMMUNOGLOBULIN ATRAL 
PEPTIDE) ANTIBODY 8F5; 
IMMUNOGLOBULIN, ANTIBODY, 
RHINOVIRUS, NEUTRALIZATION, 
2 CONTINUOUS EPITOPE, 
COMPLEX 

(IMMUNOGLOBULINmRAL 


MEMBRANE ADHESION SHORT 
CONSENSUS REPEAT, SUSHI, 
COMPLEMENT CONTROL 
PROTEIN, 2 N-GLYCOSYLATION, 
MULTI-DOMAIN, MEMBRANE 
ADHESION 


HYDROLASE INHIBITOR 
BOMBINA SKIN TRYPSIN 
INHIBITOR BETA-SHEET 
DISULFIDE-RICH 


BLOOD CLOTTING 
COMPLEX(SERINE 
PROTEASE/COFACTOR/LIGAND), 
BLOOD COAGULATION, 2 SERINE 
PROTEASE, COMPLEX, CO- 
FACTOR, RECEPTOR ENZYME, 3 
INHIBITOR, GLA, EGF, COMPLEX 
(SERINE 4 

PROTEASE/COFACTOR/LIGAND), 
BLOOD CLOTTING 


INHIBITOR PROTEIN-PEPTIDE 
COMPLEX 
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Psi Blast 


0.74 


1.01 


0.92 






0.91 




Verify 
score 


-1202.08 


-1202.08 


-1202.08 






-1202.08 




PMF 
score 








228.10 


232.04 






SEQFOL 
D score 


SCFV FRAGMENT 1F9; 
CHAIN: A, B; TURKEY 
EGG-WHITE LYSOZYME 
C; CHAIN: X, Y; 


LOC - LAMBDA 1 TYPE 
LIGHT-CHAIN DIMER; 
IBJM 6 CHAIN: A, B; 
IBJM 7 


LOC- LAMBDA 1 TYPE 
LIGHT-CHAIN DIMER; 
IBJM 6 CHAIN: A, B; 
IBJM 7 


LOC - LAMBDA 1 TYPE 
LIGHT-CHAIN DIMER; 
IBJM 6 CHAIN: A, B; 
IBJM 7 


FAB B7-15A2; CHAIN: L, 
H; 


FAB B7-15A2; CHAIN: L, 
H; 




Compound 


COMPLEX (ANTIBODY ANTIGEN) 
1,4-BETA-N- 

ACETYLMURAMIDASE C; 
SINGLE-DOMAIN ANTIBODY, 
TURKEY EGG-WHITE LYSOZYME, 
2 ANTIBODY-PROTEIN COMPLEX, 
SINGLE-CHAIN FV FRAGMENT 


IMMUNOGLOBULIN BENCE- 
JONES PROTEIN; IBJM 8 BENCE 
JONES, ANTIBODY, MULTIPLE 
QUATERNARY STRUCTURES 
IBJM 13 


IMMUNOGLOBULIN BENCE- 
JONES PROTEIN; IBJM 8 BENCE 
JONES, ANTIBODY, MULTIPLE 
QUATERNARY STRUCTURES 
IBJM 13 


IMMUNOGLOBULIN BENCE- 
JONES PROTEIN; IBJM 8 BENCE 
JONES, ANTIBODY, MULTIPLE 
QUATERNARY STRUCTURES 
IBJM 13 


IMMUNOGLOBULIN HUMAN FAB, 
ANTI-TETANUS TOXOID, HIGH 
AFFINITY, CRYSTAL 2 PACKING 
MOTIF, PROGRAMMING 
PROPENSITY TO CRYSTALLIZE, 3 
IMMUNOGLOBULIN 


IMMUNOGLOBULIN HUMAN FAB, 
ANTI-TETANUS TOXOID, HIGH 
AFFINITY, CRYSTAL 2 PACKING 
MOTIF, PROGRAMMING 
PROPENSITY TO CRYSTALLIZE, 3 
IMMUNOGLOBULIN 


PEPTIDE) 
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Psi Blast 


0.91 


0.86 














Verify 
score 


-1202.08 


-1202.08 








-1202.08 






PMF 


203.84 




268.98 


88.32 


238.13 




158.44 




SEQFOL 
D score 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN 
FAB' NEW (LAMBDA 
LIGHT CHAIN) 7FAB 3 
IMMUNOGLOBULIN 


r 
c 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN 
LAMBDA LIGHT CHAIN 
DIMER (/MCGS) 2MCG 3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN 
LAMBDA LIGHT CHAIN 
DIMER (/MCG$) 2MCG 3 
(TRIGONAL FORM) 
2MCG4 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN 
LAMBDA LIGHT CHAIN 
DIMER (/MCGS) 2MCG 3 
(TRIGONAL FORM) 
2MCG4 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN FAB 
2FB4 4 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN FAB 
2FB4 4 


MONOCLONAL 
ANTIBODY 3A2; CHAIN: 
H, L; 


| ANTIBODY 3A2; CHAIN: 
1 H, L; 


Compound 












! 


MONOCLONAL ANTIBODY 
MONOCLONAL ANTIBODY, FAB- 


MONOCLONAL ANTIBODY, FAB- 
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9.8e-44 
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3e-55 | 




Psi Blast 


0.13 


0.10 
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0.10 
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Verify 
score 


-1202.08 


-1202.08 




-1202.0S 


-1202.08 I 
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PMF 
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63.89 








102.00 | 




SEQFOL 
D score 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


AXONIN-1; CHAIN: A; | 


AXONIN-1; CHAIN: A; 


AXONIN-1; CHAIN: A; 




Compound 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 


SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
TMMT FNOGT .ORT IT TN-T .TKR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


CELL ADHESION NEURAL CELL 
ADHESION i 


CELL ADHESION NEURAL CELL 
ADHESION | 


CELL ADHESION NEURAL CELL 1 
ADHESION 1 


TRANSMEMBRANE, 
GLYCOPROTEIN, T-CELL, 2 MHC, 
LIPOPROTEIN, T-CELL SURFACE 
GLYCOPROTEIN 
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1.3e-29 




Psi Blast 


0.22 






0.18 






Verify 
score 


-1202.08 






-1202.08 






PMF 
score 




75.15 


63.72 




73.52 




SEQFOL 
D score 


COXSACKIE VIRUS AND 
ADENOVIRUS 
RECEPTOR; CHAIN: A, B; 


POLIOVIRUS RECEPTOR; 
CHAIN: R; VPl; CHAIN: 
1; VP2; CHAIN: 2; VP3; 
CHAIN: 3; VP4; CHAIN: 4; 


CHIMERIC GERMLINE 
PRECURSOR OF OXY- 
COPE CHAIN: L; 
CHIMERIC GERMLINE 
PRECURSOR OF OXY- 
COPE CHAIN: H; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FACTOR RECEPTOR 1; 
CHAIN: C, D; 


Componnd 


VIRUSMRAL PROTEIN 
RECEPTOR COXSACKIEVIRUS B- 
ADENOVIRUS RECEPTOR, HCAR, 
VIRUS/VIRAL PROTEIN 


VIRUS/VIRAL PROTEIN, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVIRUS- 
RECEPTOR COMPLEX, 
VIRUS/VIRAL PROTEIN, 
RECEPTOR 


IMMUNE SYSTEM IMMUNE 
SYSTEM 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 
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Psi Blast 
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-1202.08 






PMF 






78.34 






76.08 




SEQFOL 
D score 


JUNCTION ADHESION 
MOLECULE; CHAIN: A; 


JUNCTION ADHESION 
MOLECULE; CHAIN: A; 


JUNCTION ADHESION 
MOLECULE; CHAIN: A; 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; IG EPSILON 
CHAIN C REGION; 
CHAIN: B, D; 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; 


FIBROBLAST GROWTH 
FACTOR 1; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAIN: E, 
F, G, H; 


Compound 


CELL ADHESION 
IMMUNOGLOBULIN 
SUPERFAMILY, BETA-SANDWICH 
FOLD 


CELL ADHESION 
IMMUNOGLOBULIN 
SUPERFAMILY, BETA-SANDWICH 
FOLD 


CELL ADHESION 
IMMUNOGLOBULIN 
SUPERFAMILY, BETA-SANDWICH 
FOLD 


IMMUNE SYSTEM HIGH AFFINITY 
IGE-FC RECEPTOR, FC(EPSILON) 
IGE-FC; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, 
RECEPTOR, IGE-BINDING 2 
PROTEIN, IGE ANTIBODY, IGE-FC 


IMMUNE SYSTEM FC-EPSILON RI- 
ALPHA; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, 
RECEPTOR, IGE-BINDING 2 
PROTEIN 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGFl; FGFRl; 
IMMUNOGLOBULIN (IG) LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 
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CHAIN: G; T-CELL 
SURFACE 
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ills 

8g* 
ii 


>os 

- IS 

> 


ii 
> 


° n o 

> 


o g 

J? > 

11 
P 


1 


VIRUS/VIRAL PROTEIN COMPLEX 
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I 


1 


I 


? 


I 






Psi Blast 
















Verify 
score 




-1202.08 




-1202.08 








PMF 
score 


114.02 




91.26 




61.11 


65.01 




SEQFOL 
D score 


23S RRNA; CHAIN: 0; 5S 
RRNA; CHAIN: 9; 
RIBOSOMAL PROTEIN 
L2; CHAIN: A; 


PATHOGENESIS- 
RELATED PROTEIN 
P14A; CHAIN: NULL; 


PATHOGENESIS- 
RELATED PROTEIN 
P14A; CHAIN: NULL; 


PATHOGENESIS- 
RELATED PROTEIN 
P14A; CHAIN: NULL; 


TROPOMYOSIN; CHAIN: 
A, B, C, D 


COMPLEX(ANTIBODY- 
ANTIGEN) IG*G1 FAB 
FRAGMENT (HY/HELS- 
10) AND LYSOZYME 
(E.C.3.2.1.17)3HFM4 
COMPLEX 3HFM 5 


CHELATASE 
CATALYTIC ANTIBODY; 
CHAIN: B, D; 


Compound 


RIBOSOME 50S RIBOSOMAL 
PROTEIN L2P, HMAL2, HL4; 50S 
RIBOSOMAL PROTEIN L3P, 
HMAL3, HLl; 50S RIBOSOMAL 


PATHOGENESIS-RELATED ! 
PROTEIN PATHOGENESIS- | 
RELATED LEAF PROTEIN 6, 
ETHYLENE PATHOGENESIS- j 
RELATED PROTEIN, PR- 1 

PROTEINS. 2 PLANT DPFRNSR 


PATHOGENESIS-RELATED 
PROTEIN PATHOGENESIS- 
RELATED LEAF PROTEIN 6, 
ETHYLENE PATHOGENESIS- 
RELATED PROTEIN, PR-1 


PATHOGENESIS-RELATED 
PROTEIN PATHOGENESIS- 
RELATED LEAF PROTEIN 6, 
ETHYLENE PATHOGENESIS- 
RELATED PROTEIN, PR-1 


CONTRACTILE PROTEIN 
TROPOMYOSIN COILED-COIL 
ALPHA-HELICAL, CONTRACTILE 
PROTEIN 




IMMUNE 2 SYSTEM 
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P e l 


lf5a 
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lwhi 


lqnx 
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CHAI 
N ID 














STAR 
TAA 
















4.2e-36 


9.8e-36 




4.2e-52 


1.3e-39 




Psi Blast 










j 0.37 




Verify 










| -1202.08 




PMF 


141.95 


140.65 


| 79.13 


71.98 






SEQFOL 
D score 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; IG EPSILON 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; 


| AXONIN-1; CHAIN: A; 


RIBOSOMAL PROTEIN 
L14; CHAIN: NULL; 


VES V 5; CHAIN: A; 


RIBOSOMAL PROTEIN ! 
1 L44E; CHAIN: 2; 


L24; CHAIN: S; 

RIBOSOMAL PROTEIN 

L24E; CHAIN: T; 

RIBOSOMAL PROTEIN 

L29; CHAIN: U; 

RIBOSOMAL PROTEIN 

L30; CHAIN: V; 

RIBOSOMAL PROTEIN 

L31E; CHAIN: W; 

RIBOSOMAL PROTEIN 

L32E; CHAIN: X; 

RIBOSOMAL PROTEIN 

L37AE; CHAIN: Y; 

RIBOSOMAL PROTEIN 

L37E; CHAIN: Z; 
1 RIBOSOMAL PROTEIN 
| L39E; CHAIN: 1; 


Compound 


IMMUNE SYSTEM HIGH AFFINITY 
IGE-FC RECEPTOR, FC(EPSILON) 
IGE-FC; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, 


IMMUNE SYSTEM FC-EPSILON RI- 
ALPHA; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, 
RECEPTOR, IGE-BINDING 2 
PROTEIN 


CELL ADHESION NEURAL CELL 
ADHESION 


RIBOSOMAL PROTEIN 
RIBOSOMAL PROTEIN, RRNA- 
BINDING 


j ALLERGEN ANTIGEN 5; ANTIGEN 
I 5, ALLERGEN, VESPID VENOM 


RNA, PROTEIN-RNA, PROTEIN- 
PROTEIN 
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CHAI 
NID 














STAR 
TAA 














n 


2.8e-56 


1.3e-55 


2.8e-39 


1.4e-87 






Psi Blast 








0.17 






score 








-1202.08 






PMF 
score 


99.67 


101.99 


82.19 




140.99 




SEQFOL 
D score 


FGF RECEPTOR 1; 
CHAIN: A, B; 


FGF RECEPTOR 1; 
CHAIN: A, B; 


TRANSCRIPTIONAL 
REPRESSOR TUPI; 
CHAIN: A, B, C; 


GUANOSINE 
PENTAPHOSPHATE 
SYNTHETASE; CHAIN: 
A; 


GUANOSINE 
PENTAPHOSPHATE 
SYNTHETASE; CHAIN: 
A; 




Compound 


PHOSPHOTRANSFERASE FGFRIK, 
FIBROBLAST GROWTH FACTOR 
RECEPTOR 1; TRANSFERASE, 
TYROSINE-PROTEIN KINASE, 


PHOSPHOTRANSFERASE FGFRIK, 
FIBROBLAST GROWTH FACTOR 
RECEPTOR 1; TRANSFERASE, 
TYROSINE-PROTEIN KINASE, 
ATP-BINDING, 2 

PHOSPHORYLATION, RECEPTOR, 
PHOSPHOTRANSFERASE 


TRANSCRIPTION INHIBITOR 
BETA-PROPELLER 


POLYRIBONUCLEOTIDE 
TRANSFERASE 
POLYNUCLEOTIDE 
PHOSPHORYLASE, GUANOSINE 
POLYRIBONUCLEOTIDE 
TRANSFERASE, ATP-GTP 
DIPHOSPHOTRANSFERASE, 2 RNA 
PROCESSING, RNA 
! DEGRADATION 


POLYRIBONUCLEOTIDE 
TRANSFERASE 
POLYNUCLEOTIDE 
PHOSPHORYLASE, GUANOSINE 
POLYRIBONUCLEOTIDE 
TRANSFERASE, ATP-GTP 
DIPHOSPHOTRANSFERASE, 2 RNA 
PROCESSING, RNA 
DEGRADATION 


DIPHOSPHOTRANSFERASE, RNA 
PROCESSING, RNA 
DEGRADATION 
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CHAI 
NID 
















STAR 
TAA 


















t 




? 


1.3e-55 


5.6e-74 


2.8e-51 




Psi Blast 




0.69 












Verify 
score 


-1202.08 


-1202.08 












PMF 






105.38 


90.03 


115.77 


75.43 




SEQFOL 
D score 


r 
c 


| HLA-DR3; CHAIN: A, B; 


B*3501; CHAIN: A, B; 
PEPTIDE VPLRPMTY; 
CHAIN: C; 


[ LCK KINASE; CHAIN: A; | 


INSULIN RECEPTOR; 
CHAIN: A; PEPTIDE 
SUBSTRATE; CHAIN: B; 


PROTO-ONCOGENE 
TYROSINE-PROTEIN 
KINASE ABL; CHAIN: A, 
B; 


GT-ALPHA/GI-ALPHA 
CHIMERA; CHAIN: A; 
GT-BETA; CHAIN: B; GT- 
GAMMA; CHAIN: G; 




Compound 


1 BIN) MHC GLYCOPROTEIN, 


| COMPLEX 


COMPLEX (ANTIGEN/PEPTIDE) 
B35; MAJOR 

HISTOCOMPATIBILITY ANTIGEN, 
MHC, HLA, HLA-B3501, HTV, 2 
NEF, COMPLEX 
(ANTIGEN/PEPTIDE) 


TRANSFERASE ALPHA BETA | 
1 FOLD 


COMPLEX 

(TRANSFERASE/SUBSTRATE) 
TYROSINE KINASE, SIGNAL 
TRANSDUCTION, 
PHOSPHOTRANSFERASE, 2 
COMPLEX (KINASE/PEPTIDE 
SUBSTRATE/ATP ANALOG), 
ENZYME, 3 COMPLEX 
i (TRANSFERASE/SUBSTRATE) 


TRANSFERASE P150, C-ABL; 
KINASE, KINASE INHIBITOR, STI- 
571, ACTIVATION LOOP 


COMPLEX (GTP- 
BINDING/TRANSDUCER) BETAl, 
TRANSDUCIN BETA SUBUNIT; 
GAMMAl, TRANSDUCIN GAMMA 
SUBUNIT; COMPLEX (GTP- 
BINDING/TRANSDUCER), G 
PROTEIN, HETEROTRIMER 2 
SIGNAL TRANSDUCTION 


ATP-BINDING, 2 

PHOSPHORYLATION, RECEPTOR, 
PHOSPHOTRANSFERASE 
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j 1007 
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CHAI 
NID 
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1 










STAR 
TAA 






















H 




? 




2.8e-13 


1.7e-16 


8.4e-26 


1.2e-33 




3.4e-12 




Psi Blast 


| -0.11 


-0.26 


-0.12 


-0.54 




0.06 | 


-0.26 




-0.05 




Verify 
score 


| 0.48 


0.05 


0.51 




0.33 


0.07 


0.03 1 


0.76 


0.30 




PMF 






















SEQFOL 
D score 


| AVIAN CYSTEINE RICH 
PROTEIN; ICTL 3 


AVIAN CYSTEINE RICH 
PROTEIN; ICTL 3 


AVIAN CYSTEINE RICH 
PROTEIN; ICTL 3 


AVIAN CYSTEINE RICH 
PROTEIN; ICTL 3 


AVIAN CYSTEINE RICH 
PROTEIN; ICTL 3 


CRP1;CHAIN:A; 


CRP 1; CHAIN: A; 


QCRP2 (LIMl); CHAIN: 
NULL; 


QCRP2 (LIMl); CHAIN: 
NULL; 




Compound 


| METAL-BINDING PROTEIN LIM 
| DOMAIN CONTAINING PROTEINS 


METAL-BINDING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS 
ICTL 15 


METAL-BINDING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS 
ICTL 15 


METAL-BINDING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS 
ICTL 15 


METAL-BINDING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS 
ICTL 15 


CONTRACTILE LIM DOMAIN, | 
CRP, NMR, MUSCLE 
DIFFERENTIATION, 
CONTRACTILE | 


CONTRACT! LE LIM DOMAIN, I 
CRP, NMR, MUSCLE [ 
DIFFERENTIATION, 
CONTRACTILE | 


LIM DOMAIN CONTAINING 
PROTEINS LIM DOMAIN 
CONTAINING PRO TEINS, METAL- 
BINDING PROTEIN, ZINC 2 
FINGER 


LIM DOMAIN CONTAINING 
PROTEINS LIM DOMAIN 
CONTAINING PROTEINS, METAL- 
, BINDING PROTEIN, ZINC 2 
FINGER 


BINDING PROTEIN, ZINC 2 1 
FINGER 
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I 1012 | 




ldin 


lcvl 








lbn6 




lauo | 


53 
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CHAI 
NID 
















00 


STAR 
TAA 
















g 




7e-27 


5.6e-09 


2.8e-15 


3.4e-31 




? 

So 


7e-19 


t 


Psi Blast 


0.59 




0.24 


0.24 


0.44 


0.18 


0.02 




Verify 
score 




0.19 


-0.05 


-0.07 


0.62 


0.62 






PMF 
score 
















123.46 | 


SEQFOL 
D score 


DIENELACTONE 
HYDROLASE; CHAIN: 
NULL; 


TRIACYLGLYCEROL 
HYDROLASE; CHAIN: 
NULL; 


HALOALKANE 
DEHALOGENASE; 
CHAIN: A; 


PAR A-NITROBENZYL 
ESTERASE; CHAIN: A; 


2-HYDROXY-6-OXO-6- 
PHENYLHEXA-2,4- 
DIENOATE CHAIN: A; 


HALOALKANE 
DEHALOGENASE; 
CHAIN: A; 


HALOALKANE 
DEHALOGENASE; 
CHAIN: NULL; 


CARBOXYLESTERASE; 
CHAIN: A, B; [ 


Compound 


HYDROLYTIC ENZYME DLH; 
DIENELACTONE HYDROLASE, 
AROMATIC HYDROCARBON 
CATABOLISM, 2 SERINE 
ESTERASE, 


HYDROLASE 
TRIACYLGLYCEROL- 
HYDROLASE, X-RAY 
CRYSTALLOGRAPHY, 2 
PSEUDOMONADACEAE, 
OXYANION, CIS-PEPTIDE, 
HYDROLASE 


HYDROLASE LINB, 1,3,4,6- 
TETRACHLORO- 1,4- j 
CYCLOHEXADIENE 
DEHALOGENASE, LINDANE, 
BIODEGRADATION, 
ALPHA/BETA-HYDROLASE | 


HYDROLASE PNB ESTERASE; 
ALPHA-BETA HYDROLASE, 
DIRECTED EVOLUTION, 
ORGANIC ACTIVITY, 2 PNB 
ESTERASE 


HYDROLASE BPHD; HYDROLASE, 
PCB DEGRADATION 


HYDROLASE DEHALOGENASE, 
ALPHA/BETA-HYDROLASE, 
DHLA, CRYSTAL STRUCTURE 


HYDROLASE HYDROLASE, 
HALOALKANE DEHALOGENASE, 
ALPHA/BETA-HYDROLASE 


HYDROLASE HYDROLASE | 
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CHAI 
N ID 


















STAR 
TAA 




















5.1e-36 


5.6e-05 


7e-12 


1 


0.00014 


7e-32 






Psi Blast 


0.30 


0.25 


0.39 


0.19 


0.39 




0.52 




Verify 




0.04 


0.00 


i 0.21 


0.11 




1.00 




PMF 
score 












116.80 






SEQFOL 
D score 


ACETYLCHOLINESTERA 
SE; CHAIN: A, B, C, D; 


WITH COLIPASE AND 
INHIBITED ILPB 3 BY 
UNDECANE 
PHOSPHONATE 
METHYL ESTER (TWO 
CONFORMATIONS) ILPB 
4 


HYDROLASE(CARBOXY 
LIC ESTERASE) LIPASE 


BREFELDIN A 
ESTERASE; CHAIN: A, B; 


| LIPASE A; CHAIN: A, B; 


RP2 LIPASE; CHAIN: 
NULL; 


ACYL PROTEIN 
THIOESTERASE 1; 
CHAIN: A, B; 


ACYL PROTEIN 
THIOESTERASE 1; 
CHAIN: A, B; 




Compound 


HYDROLASE MACHE; 
HYDROLASE, SERINE ESTERASE, 
ACETYLCHOLINESTERASE, 
TETRAMER, 2 HYDROLASE FOLD, 




SERINE HYDROLASE SERINE 
HYDROLASE, DEGRADATION OF 
BREFELDIN A, ALPHA/BETA 2 
HYDROLASE FAMILY 


HYDROLASE ALPHA/BETA 
, HYDROLASE 


SERINE ESTERASE RELATED 
PROTEIN 2 LIPASE; SERINE 
ESTERASE, HYDROLASE, LIPID 
DEGRADATION, PANCREAS, 2 
GLYCOPROTEIN, CHIMERIC 


HYDROLASE ALPHA/BETA 
HYDROLASE, SERINE 
HYDROLASE, SAD, ANOMALOUS 
2 DIFFRACTION 


HYDROLASE ALPHA/BETA 
HYDROLASE, SERINE 
HYDROLASE, SAD, ANOMALOUS 
2 DIFFRACTION 


2 DIFFRACTION | 
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3.4e-31 




Psi Blast 


| -0.05 


0.35 


0.32 


0.05 


0.32 


0.23 


0.46 


0.09 




Verify 


1.00 


0.13 


-0.08 


0.07 


-0.02 


-0.05 


0.30 
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PMF 
score 
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QGSR ZINC FINGER 
| PEPTIDE; CHAIN: A; 


TRIACYL-GLYCEROL- 
HYDROLASE; CHAIN: D, 
E; 


CHOLESTEROL 
ESTERASE; CHAIN: 
NULL; 


HYDROLASE(CARBOXY 
LIC ESTERASE) LIPASE 
(E.C.3.1.1.3) 
TRIACYLGLYCEROL 
HYDROLASE ITHG 3 


PROLYL 

AMINOPEPTIDASE; 
CHAIN: A; 


HYDROXYNITRILE 
LYASE; CHAIN: A; 


TRIACYLGLYCEROL 
HYDROLASE; CHAIN: D; 
TRIACYLGLYCEROL 
HYDROLASE; CHAIN: E; 


PARA-NITROBENZYL 
ESTERASE; CHAIN: A; 




Compound 


COMPLEX (ZINC FINGER/DNA) 
| COMPLEX (ZINC FINGER/DNA), 


LIPASE LIPASE; LIPASE, 
HYDROLASE, 
PSEUDOMONADACEAE, 
COVALENT INTERMEDIATE, 2 
TRIGLYCERIDE ANALOGUE, 
ENANTIOSELECTIVITY 


HYDROLASE BILE SALT 
ACTIVATED LIPASE, BILE SALT 
STIMULATED HYDROLASE, 
SERINE ESTERASE, LIPASE 




HYDROLASE ALPHA BETA j 
HYDROLASE FOLD, PROLINE, 
PROLYL AMINOPEPTIDASE, 2 
SERRATIA, IMINOPEPTIDASE 


LYASE OXYNITRILE LYASE; 
OXYNITRILASE, CYANOGENESIS, 
CYANHYDRIN FORMATION, 
LYASE 


HYDROLASE I 
PSEUDOMONADACEAE, CIS- 
PEPTIDE, CLOSED 
CONFORMATION, 2 HYDROLASE, 
1 LID 1 


HYDROLASE PNB ESTERASE; 
ALPHA-BETA HYDROLASE 
DIRECTED EVOLUTION 


GLYCOSYLATED PROTEIN | 
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| 1017 


1017 
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1017 


1017 






| lalh 


lalh 


lalh 


lalh 


lalh 
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B I 


> 


> 
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> 


> 


> 




CHAI 
NID 
















STAR 
TAA 












s 






| 2.8e-31 


1.4e-27 


1.4e-25 


3.4e-42 


5.1e-23 






Psi Blast 








0.10 


-0.37 






Verify 








1.00 


0.51 






PMF 


| 57.17 


1 54.94 


J 77.51 










SEQFOL 
D score 


| QGSR ZINC FINGER 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B,C; 


QGSR ZINC FINGER 1 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B,C; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B,C; 


DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


Compound 


| COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


ZINC FINGER, DNA-BINDING 
PROTEIN 
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I 3 ! 


Imey 
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Imey 
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CHAI 
NID 












8 




STAR 
TAA 




















2.8e-47 


9.8e-47 


7e-43 


? 


l.le-23 




Psi Blast 


-0.03 


-0.33 


-0.07 


-0.07 


-0.24 


-0.34 




Verify 
score 








0.92 


0.17 


0.00 




PMF 
















SEQFOL 
D score 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B,C; 


Compound 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
, COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


PDB annotation 



WO 03/054152 



PCT/US02/39555 



676 



1017 


1017 


1017 


1017 


1017 


1017 


1017 




9 B i 


Imey 


I 


Imey 


Imey 


1 


Imey 


1 






O 


o 


O 


O 


o 


O 


n 




CHAI 
NID 




1 
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STAR 
TAA 


K 






















7e-51 


2.8e-50 




? 


1.3e-48 




Psi Blast 




0.27 


0.23 


0.22 


0.63 1 




0.16 




Verify 
score 




1.00 


1.00 




l.oo | 








PMF 
score 












98.30 






SEQFOL 
D score 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 1 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 




Compound 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PRO TEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX /ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) ] 
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CHAI 
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STAR 
TAA 
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Psi Blast 










0.07 




0.16 




Verify 
score 


0.15 | 








1.00 




1.00 




PMF 




76.26 


69.61 


100.99 




| 102.09 






SEQFOL 
D score 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


| CHAIN: C, F, G; 


Compound 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 1 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX fZINC FINGER/TWA"* 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX CZINC FTNGF.R /I")N A 1 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER /TYNT A "\ 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX fZINC FINGER /DNA 1 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX fZINC FTNGF.R /TIN A ^ 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX fZINC FINGER /DN A 1 


2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA^ 
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§ 










STAR 
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| 1.4e-32 


2.8e-38 


6.8e-72 


2.8e-39 


6.8e-72 




Psi Blast 


| 0.08 


-0.00 


-0.19 


0.13 






Verify 
score 


| 1.00 


0.99 


1.00 


1.00 






PMF 
score 










108.86 




SEQFOL 
D score 


| TFIIIA; CHAIN: A, D; 5S 
| RIBOSOMAL RNA GENE; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S\ 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


CHAIN: B, C, E, F; 


Compound 


| COMPLEX (TRANSCRIPTION 
1 REGULATION/DNA) COMPLEX 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


COMPLEX (TRANSCRffTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 
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PDB 1 
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NID J 


CHAI 1 












TAA J 


STAR 1 




$ 








AA j 


END 1 


2.8e-30 


1.4e-27 


8.4e-31 


8.4e-37 




Psl Blast 


-0.19 


-0.45 


0.13 








Verify 1 


0.80 


0.07 


0.24 








PMF 








1 






SEOFOL 


YYl; CHA N: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 1 
ASSOCIATED VIRUS P5 1 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


CHAIN: B, C, E, F; 


Compound 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 
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CHAI 
NID 












STAR 
TAA 






111 


1 








1.7e-51 


1.4e-36 


6.8e-53 




Psl Blast 


0.01 


0.11 








Verify 
score 


1.00 


1.00 




1.00 




PMF 
score 






5 






SEQFOL 
D score 


YYl; CHAIN: C; ADENO- 
ASSOC1ATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- I 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


DNA; CHAIN: A, B; 


Compound 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


RECOGNITION, 3 COMPLEX 

(TRANSCRIPTION 

REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
i INITIATOR ELEMENT, YYl, ZINC 2 
, FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
I REGULATION/DNA) 


INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 
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8.4e-33 
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Psi Blast 


-0.02 


0.00 




0.19 


0.16 




0.07 






Verify 








0.96 






1.00 


0.95 




PMF 












59.85 








SEQFOL 
D score 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


Compound 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTRTN/DN A 1 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
fDNA-BINDING PROTRIN/DNA ~> 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
fDNA-BINDING PR OTRTN/DN A t 


COMPLEX (DNA-BINDING 
PROTRIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
fDNA-BINDING PROTRTN/DN A"\ 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; i 
GLI, ZINC FINGER, COMPLEX 
fDNA-BINDING PROTRTN/DNA^ i 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
fDNA-BINDING PROTRTN/DHJA1 


PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
fDNA-BINDING PROTRTNA>^ 


PDB annotation 



WO 03/054152 



PCT/US02/39555 



686 

















1017 


l 3 l 




1 






1 


1 






8 I 


> 


> 


> 








> 


> 


CHAI 
NID 


















STAR 
TAA 




















1.7e-37 


2.8e-ll 




? 
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Psi Blast 
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0.13 




0.30 


Verify 
score 




0.28 


0.15 




0.66 
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PMF 


102.41 | 






I 51.43 
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SEQFOL 
D score 


CRPl; CHAIN: A; | 


CRPl; CHAIN: A; 


CRPl; CHAIN: A; 


QCRP2 (LIMl); CHAIN: 
NULL; 


QCRP2 (LIMl); CHAIN: 
NULL; 


QCRP2 (LIMl); CHAIN: 
NULL; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


Compound 


CONTRACTILE LIM DOMAIN, 
CRP, NMR, MUSCLE 


CONTRACTILE LIM DOMAIN, 
CRP, NMR, MUSCLE 
DIFFERENTIATION, 
CONTRACTILE 


CONTRACTILE LIM DOMAIN, 
CRP, NMR, MUSCLE 
DIFFERENTIATION, 
CONTRACTILE 


LIM DOMAIN CONTAINING 
PROTEINS LIM DOMAIN 
CONTAINING PROTEINS, METAL- 
BINDING PROTEIN, ZINC 2 
FINGER 


LIM DOMAIN CONTAINING 
PROTEINS LIM DOMAIN 
CONTAINING PROTEINS, METAL- 
BINDING PROTEIN, ZINC 2 
FINGER 


LIM DOMAIN CONTAINING 
PROTEINS LIM DOMAIN 
CONTAINING PROTEINS, METAL- 
BINDING PROTEIN, ZINC 2 
FINGER 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 


(UJNA-tSJUNDJUN(i PROTEFN/DNA) 
COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA^! 
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Psi Blast 
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Verify 
score 










0.99 




0.51 






0.57 




PMF 


69.70 


77.40 


62.37 


53.17 








| 50.28 








SEQFOL 
D score 


CYSTEINE RICH 
INTESTINAL PROTEIN; 
CHAIN: NULL; 
LAMININ; CHAIN: NULL; 


COMPLEMENT 
CONTROL PROTEIN; 
CHAIN: A, B, C; 


TUMOR NECROSIS 
FACTOR RECEPTOR; 
CHAIN: A, B; 


CYSTEINE AND 
GLYCINE-RICH PROTEIN 
CRP2; CHAIN: A; 


CYSTEINE AND 
GLYCINE-RICH PROTEFN 
CRP2; CHAIN: A; 


CYSTEINE AND 
GLYCINE-RICH PROTEIN 
CRP2: CHAIN- A- 


AVIAN CYSTEINE RICH 
PROTEIN; ICTL 3 


AVIAN CYSTEINE RICH 
PROTEIN; ICTL 3 


AVIAN CYSTEINE RICH 
PROTEIN; ICTL 3 


CRPl; CHAIN: A; 




Compound 


METAL-BINDING PROTEIN CRIP; 
METAL-BINDING PROTEIN, LIM 
DOMAIN PROTEIN 
GLYCOPROTEIN GLYCOPROTETN 


IMMUNE SYSTEM BETA, MODULE 


SIGNALLING PROTEIN BINDING 
PROTEIN, CYTOKINE, 
SIGNALLING PR OTFTN 


SIGNALING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS, 
METAL-BINDING PR OTFTN 


SIGNALING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS, 


SIGNALING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS, 


METAL-BINDING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS 
ICTL 15 


METAL-BINDING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS 
ICTL 15 


METAL-BINDING PROTEIN LIM 
DOMAIN CONTAINING PROTEINS 
ICTL 15 1 


CONTRACTILE LIM DOMAIN, 
CRP, NMR, MUSCLE 
DIFFERENTIATION, 
CONTRACTTT.R 


DIFFERENTIATION, 
CONTRACTTT.R 
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Psi Blast 






0.23 


1 0.11 






0.03 


g <! 
° 3. 


-1202.08 




-1202.08 


! -1202.08 






-0.15 


PMF 




99.15 






61.77 


78.62 




SEQFOL 
D score 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


Compound 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX fZINC FINGER /T)N A 1 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGF.R/r>N^ 


COMPLEX (ZINC FINGER/DN A) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA"! 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN 
2 CRYSTAL STRUCTURE, 

COMPLEX fZINC FrMfrF.R /TYM A t 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX fZINC FINGER/DMA"* 
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Psi Blast 




0.15 
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-0.18 [ 
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Verify 




-1202.08 


0.07 




0.19 


0.33 






PMF 
score 












50.66 




SEQFOL 
D score 


FACTOR RECEPTOR; 
1 CHAIN: A, B; 


TUMOR NECROSIS 


AGGLUTININ 
ISOLECTIN 
VI/AGGLUTININ 
ISOLECTIN V; CHAIN: A; 


AGGLUTININ 
ISOLECTIN 
VI/AGGLUTININ 
ISOLECTIN V; CHAIN: A; 


DES-GLA FACTOR VIIA 
(HEAVY CHAIN); CHAIN: 
H, I; DES-GLA FACTOR 
VIIA (LIGHT CHAIN); 
CHAIN: L, M; (DPN)-PHE- 
ARG; CHAIN: C, D; 
PEPTIDE E-76; CHAIN: X, 
Y; 


ACTIVATED PROTEIN C; 
CHAIN: C, L; D-PHE-PRO- 
MAI; CHAIN: P; 


DNAK; CHAIN: A, B; 
PEPTIDE SUBSTRATE; 
CHAIN: C, D; 




Compound 


PROTEIN, CYTOKINE, 
1 SIGNALLING PROTEIN 


SIGNALLING PROTEIN BINDING 


SUGAR BINDING PROTEIN UDA; 
LECTIN, HEVEIN DOMAIN, UDA, 
SUPERANTIGEN 


SUGAR BINDING PROTEIN UDA; ] 
LECTIN, HEVEIN DOMAIN, UDA, 
SUPERANTIGEN 


HYDROLASE/HYDROLASE 
INHIBITOR PROTEIN-PEPTIDE 
COMPLEX 


COMPLEX (BLOOD 
COAGULATION/INHIBITOR) 
AUTOPROTHROMBIN IIA; 
HYDROLASE, SERINE 
PROTEINASE), PLASMA CALCIUM 
BINDING, 2 GLYCOPROTEIN, 
COMPLEX (BLOOD 
COAGULATION/INHIBITOR) 


COMPLEX (MOLECULAR 
CHAPERONE/PEPTIDE) DNAK, 1 
HEAT SHOCK PROTEIN 70 KDA i 
(HSP70), COMPLEX 2 I 
(MOLECULAR 
CHAPERONE/PEPTIDE) 


CHAPERONE/PEPTIDE) 
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93.4i 




63.0 
























*S 


LECTIN (AGGLUTINI 
WHEAT GERM 
AGGLUTININ 


HUMAN BETA2- 
GLYCOPROTEIN I; 
CHAIN: A; 


FACTOR IXA; CHAIN 
L,; D-PHE-PRO-ARG; 
CHAIN: I; 


| LAMININ; CHAIN: NX 


| LAMININ; CHAIN: Nl 


COMPLEMENT 
CONTROL PROTEIN; 
CHAIN: A, B, C; 


COMPLEMENT 
CONTROL PROTEIN; 
CHAIN: A, B, C; 


COMPLEMENT 
CONTROL PROTEIN; 
CHAIN: A, B, C; 


COMPLEMENT 
CONTROL PROTEIN; 
CHAIN: A, B; 


TUMOR NECROSIS 
FACTOR RECEPTOR; 
CHAIN: A, B; 


Compound 






p 




















MEMBRANE ADHESION SHORT 
CONSENSUS REPEAT, SUSHI, 
COMPLEMENT CONTROL 
PROTEIN, 2 N-GLYCOSYLATION, 
MULTI-DOMAIN, MEMBRANE 
ADHESION 


COMPLEX (BLOOD 
COAGULATION/INHIBITOR) 
CHRISTMAS FACTOR; COMPLEX, 
INHIBITOR, HEMOPHILIA/EGF, 
BLOOD COAGULATION, 2 
PLASMA, SERINE PROTEASE, 
CALCIUM-BINDING, HYDROLASE, 
3 GLYCOPROTEIN 


GLYCOPROTEIN GLYCOPROTEIN 


GLYCOPROTEIN GLYCOPROTEIN 


IMMUNE SYSTEM BETA, MODULE 


IMMUNE SYSTEM BETA, MODULE 


IMMUNE SYSTEM BETA, MODULE 


IMMUNE SYSTEM BETA, MODULE 


SIGNALLING PROTEIN BINDING 
PROTEIN, CYTOKINE, 
SIGNALLING PROTEIN 
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Psi Blast 
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score 
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-1202.08 




PMF 
score 


95.25 ! 






77.80 




269.60 






SEQFOL 
D score 


DNA; CHAIN: A, B, D ( E; 
CONSENSUS ZINC 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B,C; 


! CHAIN: A; 


TRANSFORMING 
PROTEIN P21/H-RAS-1; 


CYCLOPHILIN A; 
CHAIN: A; PEPTIDE 
FROM THE HIV-1 
CAPSID PROTEIN; 
CHAIN: B; 


CYCLOPHILIN A; 
CHAIN: A; PEPTIDE 
FROM THE HIV-1 
CAPSID PROTEIN; 
CHAIN: B; 


| (ISOLECTIN 2) 9WGA 3 


Compound 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA I 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


COMPLEX (ZFNC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


SIGNALING PROTEIN G PROTEIN, 
GTP HYDROLYSIS, KINETIC 
CRYSTALLOGRAPHY, 2 
SIGNALING PROTEIN 


COMPLEX (ISOMERASE/PEPTIDE) 
COMPLEX (ISOMERASE/PEPTIDE), 
CYCLOPHILIN A, HIV-1 CAPSID, 2 
PSEUDO-SYMMETRY 


COMPLEX (ISOMERASE/PEPTIDE) 
COMPLEX (ISOMERASE/PEPTIDE), 
CYCLOPHILIN A, HIV-1 CAPSID, 2 
PSEUDO-SYMMETRY 
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Psi Blast 


| 0.12 




0.10 




0.09 


0.20 






Verify 
score 


| -1202.08 




-1202.08 




-1202.08 


-1202.08 






PMF 




96.53 




73.50 






94.62 




SEQFOL 
D score 


| DNA; CHAIN: A, B, D, E; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHArN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


c 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; j 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


FINGER PROTEIN; 
CHAIN: C, F, G; 


Compound 


| COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


1 COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 
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Psi Blast 
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Verify 
score 


-1202.08 
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-1202.08 
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-1202.08 


-1202.08 




PMF 
score 
















SEQFOL 
D score 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


Compound 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZDvfC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 
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Psi Blast 
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-1202.08 
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PMF 
score 


58.28 






90.19 


s 






SEQFOL 
D score 


TRANSCRIPTION 
FACTOR IIIA; CHAIN: A; 
5S RNA GENE; CHAIN: E, 
F; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


i 

C 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


Compound 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) TFIIIA; 5S 
GENE; NMR, TFIIIA, PROTEIN, 
DNA, TRANSCRIPTION FACTOR, 
5S RNA 2 GENE, DNA BINDING 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA 1 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA^ 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA^ 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA "i 


M 
li 

ii 
is 

1 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA^ 
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SEQFOL 
D score 


YYI; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYI; CHAIN: C; ADENO- \ 
ASSOCIATED VIRUS P5 i 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYI; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYI; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


Compound 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, ' 
INITIATOR ELEMENT, YYI, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYI, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYI, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYI, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


(TRANSCRIPTION 
REGULATION/DNA) . 


1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYI, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION 3 COMPLEX 
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4.2e-33 




1.5e-37 


1.5e-49 , 


? 




w 

1 






0.45 


-0.00 


0.41 




Verify 
score 






-1202.08 


-1202.08 


-1202.08 




PMF 
score 


76.13 


53.64 










SEQFOL 
D score 


ZINC FINGER PROTEIN 
GLII; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLII; CHAIN: A; DNA; 
CHAIN: C, D; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 




Compound 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


RECOGNITION, 3 COMPLEX 

(TRANSCRIPTION 

REGULATION/DNA) 
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Ibih 


Ibih 


Ibih 


% 


lafv 


ladq 
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53 
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> 
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CHAI 
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STAR 
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> W 
O 


3.4e-48 




8.5e-45 


2.8e-27 


5.6e-51 


? 


4.2e-50 


5.6e-51 




Psi Blast 


0.15 




0.37 


0.13 


0.17 


-0.11 


0.02 


-0.05 




Verify 






0.80 




0.10 




0.19 


oro 




PMF 
score 




130.68 
















SEQFOL 
D score 


HEMOLIN; CHAIN: A, B; 


HEMOLIN; CHAIN: A, B; 


HEMOLIN; CHAIN: A, B; 


1 
% 
O 


HUMAN 

IMMUNODEFICIENCY 
VIRUS TYPE 1 CAPSID 
CHAIN: A, B; ANTIBODY 
FAB25.3 FRAGMENT; 
CHAIN: H, K, L, M; 


IGG4 REA; CHAIN: A; RF- 
AN IGM/LAMBDA; 
CHAIN: H, L; 


IMMUNOGLOBULIN FAB 
13G5; CHAIN: L, H; 


2E8 (IGG1=KAPPA=) 
ANTIBODY; CHAIN: L, H, 
M,P; 


CHAIN: C, D; | 


Compound 


INSECT IMMUNITY INSECT 
IMMUNITY, LPS-BINDING, 
HOMOPHILIC ADHESION 


INSECT IMMUNITY INSECT 
IMMUNITY, LPS-BINDING, 
HOMOPHILIC ADHESION 


INSECT IMMUNITY INSECT 
IMMUNITY, LPS-BINDING, 
HOMOPHILIC ADHESION 


INSECT IMMUNITY INSECT 
IMMUNITY, LPS-BINDING, 
HOMOPHILIC ADHESION 


COMPLEX (VIRAL 
CAPSID/IMMUNOGLOBULIN) HIV- 
1 CA, HIV CA, HIV P24, P24; FAB, 
FAB LIGHT CHAIN, FAB HEAVY 
CHAIN COMPLEX (VIRAL 
CAPSID/IMMUNOGLOBULIN), 
! HIV, CAPSID PROTEIN, 2 P24 


COMPLEX 

(IMMUNOGLOBULIN/ AUTOANTIG 
EN) COMPLEX 

(IMMUNOGLOBULIN/ AUTOANTIG 
EN), RHEUMATOID FACTOR 2 
AUTO-ANTIBODY COMPLEX 


IMMUNOGLOBULIN DIELS- 
ALDER, DISFAVORED REACTION, 
CATALYTIC ANTIBODY, 2 
IMMUNOGLOBULIN 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN 


GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) | 
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STAR 
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B 






7e-25 


2.8e-72 


5.6e-51 


I 


13e-50 


Psi Blast 


0.08 


0.16 


-0.00 


0.10 




Verify 
score 


0.09 


-0.06 


-0.02 


0.06 


0.09 


PMF 
score 












SEQFOL 
D score 


IGGl ANTIBODY 16£ 
(LIGHT CHAIN); C¥U 
L; IGGl ANTIBODY 
(VARIABLE HEAVY 
CHAIN); CHAIN: H; I 
ANTIBODY 1696 


IG HEAVY CHAIN V 
REGIONS; CHAIN: A 
HEAVY CHAIN V 
REGIONS; CHAIN: B; 
HEAVY CHAIN V 
REGIONS; CHAIN: C 
HEAVY CHAIN V 
REGIONS; CHAIN: D 


IG HEAVY CHAIN V 
REGIONS; CHAIN: A: 
HEAVY CHAIN V 
REGIONS; CHAIN: B; 
HEAVY CHAIN V 
REGIONS; CHAIN: C: 
HEAVY CHAIN V 
REGIONS; CHAIN: D 


CHIMERIC 
DECARBOXYLASE 
ANTIBODY 21D8; 
CHAIN: L; CHIMERIC 
DECARBOXYLASE 
ANTIBODY 21D8; 
CHAIN: H; 


IMMUNOGLOBULIN 
OPG2 FAB, CONSTAT 
DOMAIN; CHAIN: L; 
IMMUNOGLOBULIN 
OPG2 FAB, VARIABI 
DOMAIN; CHAIN: H; 


Compound 




3 


8 8 


8 8 8 












IMMUNE SYSTEM 
IMMUNOGLOBULIN, IGGl; 
IMMUNOGLOBULIN, IGGl; 
IMMUNOGLOBULIN, IGGl FAB 
FRAGMENT, CROSS-REACTIVITY, 
HIVl PROTEASE, ENZYME 2 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, FAB 
COMPLEX, IDIOTOPE, ANTI- 
IDIOTOPE 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, FAB 
COMPLEX, IDIOTOPE, ANTI- 
IDIOTOPE 


IMMUNE SYSTEM 
IMMUNOGLOBULIN, CATALYTIC 
ANTIBODY, CHIMERIC FAB, 2 
DECARBOXYLASE, HAPTEN 
COMPLEX 


IMMUNE SYSTEM 
IMMUNOGLOBULIN 
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11 


POLIOVIRUS RECEPTOR; 
CHAIN: R; VPl; CHAIN: 
1; VP2; CHAIN: 2; VP3; 
CHAIN: 3; VP4; CHAIN: 4; 

POLIOVIRUS RECEPTOR; 
CHAIN: R; VPl; CHAIN: 
1; VP2; CHAIN: 2; VP3; 
CHAIN: 3; VP4; CHAIN: 4; 


POLIOVIRUS RECEPTOR; 
CHAIN: R; VPl; CHAIN: 
1;VP2;CHAIN:2;VP3; 
CHAIN: 3; VP4; CHAIN: 4; 


AXONIN-1; CHAIN: A; 
AXONIN-1; CHAIN: A; 


ANTIBODY; CHAIN: A, 
B; 

AXONIN-1; CHAIN: A; 
AXONIN-1; CHAIN: A; 


Compound 

(CONSTANT HEAVY 

CHAIN); CHAIN: I; 

CH3 DOMAIN OF MAK33 


VIRUS/VIRAL PROTEESf, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVTRUS- 
RECEPTOR COMPLEX, 
VIRUSATRAL PROTEIN, 
RECEPTOR 

VIRUS/VIRAL PROTEIN, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVIRUS- 


ADHESION 

VIRUS/VIRAL PRO TEIN, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVIRUS- 
RECEPTOR COMPLEX, 
VIRUSATRAL PROTEIN, 
RECEPTOR 


ADHESION 

CELL ADHESION NEURAL CELL 
ADHESION 

CELL ADHESION NEURAL CELL 
ADHESION 


DOMAIN, Cl-SUBSET, 
IMMUNOGLOBULIN, IMMUNE 
SYSTEM 

CELL ADHESION NEURAL CELL 
ADHESION 

CELL ADHESION NEURAL CELL 
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| 7e-36 


l.le-72 


8.4e-68 


5.1e-31 


i 


% 




Psi Blast 


j 0.07 


0.05 


0.07 


0.06 


0.13 


0.27 




8 « 


| 0.06 


-0.17 


-0.05 


0.72 


0.87 






PMF 
score 
















SEQFOL 
D score 


IMMUNOGLOBULIN 
1 IMMUNOGLOBULIN FC 


COMPLEX 

(ANTIBODY/ANTIGEN) 
FAB FRAGMENT OF THE 
MONOCLONAL 
ANTIBODY F9. 13.7 
(IGGl) IFBI 3 
COMPLEXED WITH 
LYSOZYME (E.C.3.2.1.17) 
IFBI 4 


IMMUNOGLOBULIN FAB 
FRAGMENT FROM A 
MONOCLONAL ANTI- 
ARSONATE ANTIBODY, 
R19.9 IFAI 3 
(IGG2B,KAPPA) IFAI 4 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; IG EPSILON 
CHAIN C REGION; 
CHAIN: B, D; 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; 


FIBROBLAST GROWTH 
FACTOR 1; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 




Compound 








IMMUNE SYSTEM HIGH AFFINITY 
IGE-FC RECEPTOR, FC(EPSILON) 
IGE-FC; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, 
RECEPTOR, IGE-BINDING 2 
PROTEIN, IGE ANTIBODY, IGE-FC 


IMMUNE SYSTEM FC-EPSILON RI- 
ALPHA; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, 
RECEPTOR, IGE-BINDING 2 
PROTEIN 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGFl; FGFRl; 
IMMUNOGLOBULIN (IG) LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 
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Imco 
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K 




CHAI 
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ft 










STAR 
TAA 














t 






l.le-48 


<? 






l.le-67 


2.8e-72 




Psi Blast 


-0.07 


-0.30 




0.05 


0.05 


0.10 




Verify 
score 




1 




0.66 


0.01 






PMF 

score 






106.26 










SEQFOL 
D score 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN FAB 
FRAGMENT (MC/PCS603) 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN Gl 
(IGGl) (MCG) WITH A 
HINGE DELETION IMCO 
3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN Gl 
(IGGl) (MCG) WITH A 
HINGE DELETION IMCO 
3 


(IGGl) (MCG) WITH A 
HINGE DELETION IMCO 

3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN Gl 


IMMUNOGLOBULIN Gl 
(IGGl) (MCG) WITH A 
HINGE DELETION IMCO 

3 


j 

2 


KB5-C20 T-CELL 
ANTIGEN RECEPTOR; 
CHAIN: A, B; ANTIBODY 
DESIRE-1; CHAIN: L, H; 


INTERLEUKIN-1 
RECEPTOR; CHAIN: B; 


Compound 












COMPLEX 

(IMMUNOGLOBULIN/RECEPTOR) 
TCR VAPLHA VBETA DOMAIN; T- 
CELL RECEPTOR, STRAND 
SWITCH, FAB, ANTICLONOTYPIC, 
2 

(IMMUNOGLOBULIN/RECEPTOR) 


IMMUNOGLOBULIN FOLD, 
TRANSMEMBRANE, 
GLYCOPROTEIN, RECEPTOR, 2 
SIGNAL, COMPLEX 
(IMMUNOGLOBULIN/RECEPTOR) 
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lqfu 
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lpsk 






lmlb 
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X 


EC 
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EC 








e| 
















STAR 
TAA 


1 




1 












1.4e-72 


1.3e-50 


1.4e-61 




2.8e-23 


1.4e-50 




Psi Blast 


0.10 


0.30 


-0.17 


0.17 | 


0.02 


0.16 




Verify 
score 


-0.11 


0.28 


0.04 


-0.05 1 


-0.13 


0.07 




PMF 
score 
















SEQFOL 
D score 


HEMAGGLUTININ (HAl 
CHAIN); CHAIN: A; 
HEMAGGLUTININ (HA2 
CHAIN); CHAIN: B; 
IMMUNOGLOBULIN 
IGGl-KAPPA ANTIBODY 
(LIGHT CHAIN); CHAIN: 
L; IMMUNOGLOBULIN 
IGGl-KAPPA ANTIBODY 


HEMAGGLUTININ (HAl 
CHAIN); CHAIN: A; 
HEMAGGLUTININ (HA2 
CHAIN); CHAIN: B; 
IMMUNOGLOBULIN 
IGGl-KAPPA ANTIBODY 
(LIGHT CHAIN); CHAIN: 
L; IMMUNOGLOBULIN 
IGGl-KAPPA ANTIBODY 
(HEAVY CHAIN); CHAIN: 
H; 


ANTIBODY; CHAIN: L, H; 


IGG2A=KAPPA=; 1PLG4 
CHAIN: L, H; IPLG 5 


IMMUNOGLOBULIN 
$P/FSC(PRIME) 
FRAGMENT OF AN 
IG*G1 IPFC 4 


IMMUNOGLOBULIN FAB 
D44.1 (IGGI.KAPPA) 
(BALB/C MOUSE, 
MONOCLONAL 
ANTIBODY) IMLB 5 


1MCP 4 ( 


Compound 


VIRAL PROTEIN/IMMUNE 
SYSTEM COMPLEX 
(HEMAGGLUTININ/IMMMUNOGL 
OBULIN), HEMAGGLUTININ, 2 
IMMUNOGLOBULIN, VIRAL 
PROTEIN/IMMUNE SYSTEM 


VIRAL PROTEIN/IMMUNE 
SYSTEM COMPLEX 
(HEMAGGLUTININ/IMMMUNOGL 
OBULIN), HEMAGGLUTININ, 2 
IMMUNOGLOBULIN, VIRAL 
PROTEIN/IMMUNE SYSTEM 


IMMUNOGLOBULIN FAB, GD2- 
GANGLIOS1DE, CARBOHYDRATE, 
MELANOMA, IMMUNOGLOBULIN 


IMMUNOGLOBULIN 
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7e-51 


1.4e-51 


1 


8.4e-51 


1.4e-66 




Psi Blast 


0.22 


0.11 


-0.03 


0.11 




0.24 


-0.10 




score 






0.04 


0.16 




0.27 


0.18 1 




PMF 
score 


















SEQFOL 
D score 


METAL CHELATASE 
CATALYTIC ANTIBODY; 
CHAIN: A, C; METAL 
CHELATASE 


FC GAMMA RIIB; 
CHAIN: A; 


IMMUNOGLOBULIN 
IG*A FAB FRAGMENT 
(J539) (GALACTAN- 
BINDING) 2FBJ 3 


IGG5C8; CHAIN: L,H; 


IG ANTIBODY D2.3 j 
(LIGHT CHAIN); CHAIN: ! 
L;IG ANTIBODY D2.3 
(HEAVY CHAIN); CHAIN: 
H; 


L, H; CYTOCHROME C; 
CHAIN: F; 


E8 ANTIBODY: CHAIN: i 


TR1.9 FAB; CHAIN: L,H; 


(HEAVY CHAIN); CHAIN: I 
H; | 


Compound 


1 IMMUNE 2 SYSTEM 


IMMUNE SYSTEM METAL 
CHELATASE, CATALYTIC 


IMMUNE SYSTEM CD32; 
RECEPTOR, FC, CD32, IMMUNE 
SYSTEM 




CATALYTIC ANTIBODY 
CATALYTIC ANTIBODY, FAB, 
RING CLOSURE REACTION 


IMMUNE SYSTEM ABZYME, 
TRANSITION STATE ANALOG, 
IMMUNE SYSTEM 


COMPLEX 

(ANTIBODY/ELECTRON 
TRANSPORT) FAB E8; CYT C, 
ANTIGEN; IMMUNOGLOBULIN, 
IGGl KAPPA, FAB FRAGMENT, 
HORSE 2 CYTOCHROME C, 
COMPLEX 

(ANTIBODY/ELECTRON 
TRANSPORT) 


IMMUNOGLOBULIN TR1.9, ANTI- 
THYROID PEROXIDASE, 
AUTOANTIBODY, 2 
IMMUNOGLOBULIN 
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lain 


s 




Icdq 


Icdq 




B3 

W 


> 












CHAI 
NID 


S 






g? 






STAR 
TAA 










£ 
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? 


8.4e-20 




Psi Blast 






0.41 




0.59 




Verify 
score 






1.00 




1.00 




PMF 
score 


232.06 


131.94 




142.11 






SEQFOL 
D score 


B*3501; CHAIN: A, B; 
PEPTIDE VPLRPMTY; 
CHAIN: C; 


COMPLEMENT FACTOR 
HUMAN COMPLEMENT 
REGULATORY PROTEIN 
CD59 (EXTRACELLULAR 
lERG 3 REGION, 
RESIDUES 1 - 70) (NMR, 
RESTRAINED 
MINIMIZED lERG 4 
AVERAGE STRUCTURE) 
1ERG5 


COMPLEMENT FACTOR 
HUMAN COMPLEMENT 
REGULATORY PROTEIN 
CD59 (EXTRACELLULAR 
lERG 3 REGION, 
RESIDUES 1 - 70) (NMR, 
RESTRAINED 
MINIMIZED lERG 4 
AVERAGE STRUCTURE) 
1ERG5 


COMPLEMENT 
REGULATORY PROTEIN 
CD59(NMR,20 
STRUCTURES) ICDQ 3 


c 

I 

C 


COMPLEMENT 
REGULATORY PROTEIN 
CD59 (NMR, 20 


CATALYTIC ANTIBODY; 
CHAIN: B, D; 


Compound 


COMPLEX (ANTIGEN/PEPTIDE) 
B35; MAJOR 

HISTOCOMPATIBILITY ANTIGEN, 
MHC, HLA, HLA-B3501, HIV, 2 
NEF, COMPLEX | 
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Psi Blast 












Verify 
score 












PMF 
score 




410.78 


232.10 I 


420.37 




SEQFOL 
D score 


HISTOCOMPATIBILITY 
ANTIGEN HUMAN 
CLASS I 

HISTOCOMPATIBILITY 
ANTIGEN IHSA 3 /HLA- 


HISTOCOMPATIBILITY 
ANTIGEN HUMAN 
CLASS I 

HISTOCOMPATIBILITY 
ANTIGEN IHSA 3 /HLA- 
B(ASTERISK)2705$ IHSA 
4 


HISTOCOMPATIBILITY 
ANTIGEN HUMAN 
CLASS I 

HISTOCOMPATIBILITY 
ANTIGEN IHSA 3 /HLA- 
B(ASTERISK)2705$ IHSA 
4 


HLA-CW3 (HEAVY 
CHAIN); CHAIN: A; 
BETA-2- 

MICROGLOBULIN; 
CHAIN: B; PEPTIDE 
FROMIMPORTIN 
ALPHA-2; CHAIN: C; 
NATURAL KILLER CELL 
RECEPTOR KIR2DL2; 
CHAIN: D, E; 


CHAIN: B; PEPTIDE 
FROMIMPORTIN 
ALPHA-2; CHAIN: C; 
NATURAL KILLER CELL 
RECEPTOR KIR2DL2; 
CHAIN: D, E; 


Compound 








IMMUNE SYSTEM MHC, HLA, 
CLASS I, KIR, NK CELL 
RECEPTOR, IMMUNOGLOBULIN 2 
FOLD, RECEPTOR/MHC COMPLEX 
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STAR 
TAA 


















1.4e-100 










Psi Blast 


0.83 






0.86 






Verify 
score 


1.00 






1.00 






PMF 
score 




263.59 


414.03 




257.74 




SEQFOL 
D score 


HLA CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN, A-2 CHAIN: A; 
BETA-2- 

MICROGLOBULIN; 
CHAIN: B; MELANOMA- 
ASSOCIATED ANTIGEN 


HLA CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN, A-2 CHAIN: A; 
BETA-2- 

MICROGLOBULIN; 
CHAIN: B; MELANOMA- 
ASSOCIATED ANTIGEN 
4; CHAIN: C; 


HISTOCOMPATIBILITY 
ANTIGEN CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN AW68.1 
(LEUCOCYTE IHSB 3 
ANTIGEN) IHSB 4 


HISTOCOMPATIBILITY 
ANTIGEN CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN AW68.1 
(LEUCOCYTE IHSB 3 
ANTIGEN) IHSB 4 


HISTOCOMPATIBILITY 
ANTIGEN CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN AW68.1 
(LEUCOCYTE IHSB 3 
ANTIGEN) IHSB 4 


B(ASTERISK)2705$ IHSA 
4 1 


Compound 


IMMUNE SYSTEM MAuE-4 
ANTIGEN; MAJOR 
HISTOCOMPATIBILITY COMPLEX, 
HUMAN LEUKOCYTE ANTIGEN, 2 
MELANOMA-ASSOCIATED 
ANTIGEN 


IMMUNE SYSTEM MAGE-4 
ANTIGEN; MAJOR 
HISTOCOMPATIBILITY COMPLEX, 
HUMAN LEUKOCYTE ANTIGEN, 2 
MELANOMA-ASSOCIATED 
ANTIGEN 










PDB annotation 
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STAR 
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2.8e-29 


3.4e-07 


4.2e-18 


o 




Psi Blast 


0.41 


0.40 


-0.74 






Verify 
score 


0.46 


0.19 


0.29 ; 






PMF 
score 








241.21 




SEQFOL 
D score 


POLIOVIRUS RECEPTOR; 
CHAIN: R; VP 1; CHAIN: 
1; VP2; CHAIN: 2; VP3; 
CHAIN: 3; VP4; CHAIN: 4; 


T-CELL SURFACE 
GLYCOPROTEIN CD4; 
CHAIN: NULL; 


EBOLA VIRUS 
ENVELOPE 
GLYCOPROTEIN; 
CHAIN: A, B, C; 


HLA-CW3 (HEAVY 
CHAIN); CHAIN: A; 
BETA-2- 

MICROGLOBULIN; 
CHAIN: B; PEPTIDE 
FROMIMPORTIN 
ALPHA-2; CHAIN: C; 
NATURAL KILLER CELL 
RECEPTOR KIR2DL2; 
CHAIN: D, E; 


HUMAN CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN HLA-AW68 
ITMC 3 COMPLEXED 
WITHADECAMERIC 
PEPTIDE (EVAPPEYHRK) 
ITMC 4 


Compound 


VIRUS/VTRAL PROTEIN, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVIRUS- 
RECEPTOR COMPLEX, 
VIRUS/VIRAL PROTEIN, 
RECEPTOR 


GLYCOPROTEIN, T-CELL, 2 MHC, 
LIPOPROTEIN, T-CELL SURFACE 
GLYCOPROTEIN 


T-CELL SURFACE 
GLYCOPROTEIN 
IMMUNOGLOBULIN FOLD, 


ENVELOPE GLYCOPROTEIN 
ENVELOPE GLYCOPROTEIN, 
FILOVIRUS, EBOLA VIRUS, GP2, 
COAT 2 PROTEIN 


IMMUNE SYSTEM MHC, HLA, 
CLASS I, KIR, NK CELL 
RECEPTOR, IMMUNOGLOBULIN 2 
FOLD, RECEPTOR/MHC COMPLEX 
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S B 1 


lhsb 


lhsa 


lhoc 
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S3 
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CHAI 
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STAR 
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Psi Blast 


0.40 


0.24 








Verify 


-1202.08 


-1202.08 








PMF 
score 






50.16 


58.77 




SEQFOL 
D score 


HISTOCOMPATIBILITY 
ANTIGEN CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN AW68.1 


HISTOCOMPATIBILITY 
ANTIGEN HUMAN 
CLASS I 

HISTOCOMPATIBILITY 
ANTIGEN 1HSA3/HLA- 
B(ASTERISK)2705$ IHSA 
4 


HISTOCOMPATIBILITY 
ANTIGEN MURINE 
CLASS I MAJOR 
HISTOCOMPATIBILITY 
COMPLEX CONSISTING 
1H0C3 0FH-2D=B=, 
B2-MICROGLOBULIN, 
AND A 9-RESIDUE 
PEPTIDE 1HOC4 


H-2 CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN, K-B CHAIN: 
A; BETA-2- 
MICROGLOBULIN; 
CHAIN: B; 
NUCLEOCAPSID 
PROTEIN; CHAIN: P; 


MICROGLOBULIN; 
CHAIN: B; PEPTIDE 
FROM IMPORTIN 
ALPHA-2; CHAIN: C; 
NATURAL KILLER CELL 
RECEPTOR KIR2DL2; 
CHAIN: D, E; 


Compound 








IMMUNE SYSTEM SEV9; MAJOR 
HISTOCOMPATIBILITY COMPLEX 
PEPTIDE-MHC 


FOLD, RECEPTOR/MHC COMPLEX 
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STAR 
TAA 




















4.2e-30 


9e-22 


2.8e-23 


7e-31 


2.8e-35 | 




Psi Blast 


0.16 


0.09 




0.25 


0.12 




0.07 


Verify 
score 


-1202.08 


-1202.08 




-1202.08 


-1202.08 




-1202.08 


PMF 

score 






63.55 






85.17 




SEQFOL 
D score 


FIBROBLAST GROWTH 
FACTOR 1; CHAIN: A, B; 
FIBROBLAST GROWTH 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAIN: E, 
F, G, H; 


POLIOVIRUS RECEPTOR; 
CHAIN: R; VPl; CHAIN: 
1; VP2; CHAIN: 2; VP3; 
CHAIN: 3; VP4; CHAIN: 4; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


AXONIN-1; CHAIN: A; | 


HEMOLIN; CHAIN: A, B; 


Compound 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGFl; FGFRl; 
IMMUNOGLOBULIN (IG) LIKE 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


VIRUS/VIRAL PROTEIN, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVIRUS- 
RECEPTOR COMPLEX, 
VIRUS/VIRAL PROTEIN, 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


CELL ADHESION NEURAL CELL 
ADHESION 


INSECT IMMUNITY INSECT 
IMMUNITY, LPS-BINDING, 
HOMOPHILIC ADHESION 
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CHAI 
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STAR 
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7e-27 


7e-27 


1.5e-23 




3e-23 


1.4e-29 




Psi Blast 


| 0.18 




0.17 




0.05 




0.14 






Verify 
score 


| -1202.08 




-1202.08 




-1202.08 




-1202.08 






PMF 
score 




72.43 




73.09 




78.62 




72.64 




SEQFOL 
D score 


1 LEUCOCYTE 

1 IMMUNOGLOBULIN- 


LEUCOCYTE 
IMMUNOGLOBULIN- 
LIKE RECEPTOR-1; 
CHAIN: A; 


LOW AFFINITY 
IMMUNOGLOBULIN 
, GAMMA FC REGION 
CHAIN: A; 


LOW AFFINITY 
IMMUNOGLOBULIN 
GAMMA FC REGION 
CHAIN: A; 


LOW AFFINITY 
IMMUNOGLOBULIN 
GAMMA FC REGION 
CHAIN: A; 


FC RECEPTOR 
FC(GAMMA)RIIA; 
CHAIN: A; 


FC RECEPTOR 
FC(GAMMA)RHA; 
CHAIN: A; 


JUNCTION ADHESION 
MOLECULE; CHAIN: A; 


CHAIN); CHAIN: L; 
ANTIBODY FAB 
FRAGMENT (HEAVY 
CHAIN); CHAIN: H 


Compound 


| IMMUNE SYS' 
| INHIBITORY F 


IMMUNE SYS1 
INHIBITORY B 
LEUKOCYTE I 
FOLD, 3-10 HE 


IMMUNE SYSTEM RECEPTOR 
BETA SANDWICH, 
IMMUNOGLOBULIN-LIKE, 
RECEPTOR 


IMMUNE SYS1 
BETA SANDW 
IMMUNOGLOl 
RECEPTOR 


IMMUNE SYSTEM RECEPTOR 
BETA SANDWICH, 
IMMUNOGLOBULIN-LIKE, 
RECEPTOR 


IMMUNE SYS1 
PROTEIN CD3: 
IMMUNOGLOl 
i CD32 


| IMMUNE SYSTEM, MEMBRANE 
PROTEIN CD32; FC RECEPTOR, 
iMMUNOGLOULIN, LEUKOCYTE, 
CD32 


CELL ADHESION 
IMMUNOGLOBULIN 
SUPERFAMILY, BETA-SANDWICH 
FOLD 


FRAGMENT, tt 
X-RAY AN AL^ 


I 

§ 
1 


rEM LEUKOCYTE 
IECEPTOR.-1; 


:EM LEUKOCYTE 
ECEPTOR-1; 
MMUNOGLOBULIN 
LIX 


PEM RECEPTOR 
ICH, 

3ULIN-LIKE, 


'EM, MEMBRANE 
!; FC RECEPTOR, 
JLIN, LEUKOCYTE, 


-ITERLEUKIN- 2 2, 
r SIS, CRYSTAL 
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Psi Blast 




0.64 






Verify 
score 




-1202.08 






PMF 
score 


167.88 




163.46 




SEQFOL 
D score 


H-2 CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN, K-B CHAIN: 
A; BETA-2- 
MICROGLOBULIN; 
CHAIN: B; 
NUCLEOCAPSID 


HLA-CW3 (HEAVY 1 
CHAIN); CHAIN: A; 
BETA-2- 

MICROGLOBULIN; 
CHAIN: B; PEPTIDE 
FROM IMPORTIN 
ALPHA-2; CHAIN: C; 
NATURAL KILLER CELL 
RECEPTOR KIR2DL2; 
CHAIN: D, E; 


HLA-CW3 (HEAVY 
CHAIN); CHAIN: A; 
BETA-2- 

MICROGLOBULIN; 
CHAIN: B; PEPTIDE 
FROM IMPORTIN 
ALPHA-2; CHAIN: C; 
NATURAL KILLER CELL 
RECEPTOR KIR2DL2; 
CHAIN: D, E; 


HISTOCOMPATIBILITY 
ANTIGEN RTI-AA; 
CHAIN: A, D; BETA-2- 
MICROGLOBULIN; 
CHAIN: B, E; PEPTIDE 
MTF-E (13N3E); CHAIN: 
C,F; 


Compound 


IMMUNE SYSTEM SEV9; MAJOR 
HISTOCOMPATIBILITY COMPLEX 
PEPTIDE-MHC 


IMMUNE SYSTEM MHC, HLA, 
CLASS I, KIR, NK CELL 
RECEPTOR, IMMUNOGLOBULIN 2 
FOLD, RECEPTOR/MHC COMPLEX 


IMMUNE SYSTEM MHC, HLA, 
CLASS I, KIR, NK CELL 
RECEPTOR, IMMUNOGLOBULIN 2 
FOLD, RECEPTOR/MHC COMPLEX 


HISTOCOMPATIBILITY COMPLEX, 
RAT MINOR 2 

HISTOCOMPATIBILITY COMPLEX, 
MHC, IMMUNOLOGY, PEPTIDE 3 
ANTIGEN PRESENTATION, 
CELLULAR IMMUNITY, CELL 
SURFACE 4 RECEPTOR, T CELL 
RECEPTOR LIGAND 


PDB annotation 
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HISTOCOMPATIBILITY 
ANTIGEN CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN AW68.1 
(LEUCOCYTE IHSB 3 


Ill 

if! 


HISTOCOMPATIBILITY 
ANTIGEN HUMAN 
CLASS I 

HISTOCOMPATIBILITY 
ANTIGEN IHSA 3 /HLA- 
B(ASTERISK)2705$ IHSA 
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STAR 
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Psi Blast 




0.53 






Verify 
score 




-1202.08 






PMF 
score 


177.20 




170.11 


156.53 


SEQFOL 
D score 


MHC CLASS 1 H-2DD 
HEAVY CHAIN; CHAIN: 
A; BETA-2- 
MICROGLOBULIN; 
CHAIN: B; HIV 
ENVELOPE 
GLYCOPROTEIN 120 
PEPTIDE; CHAM: P; 
LY49A; CHAIN: C, D; 


HLA CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN HLA-E; 
CHAIN: A, C; BETA-2- 
MICROGLOBULIN; 
CHAIN: B, D; PEPTIDE 
(VMAPRTVLL); CHAIN: 

P,Q; 


HLA CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN HLA-E; 
CHAIN: A, C; BETA-2- 
MICROGLOBULIN; 
CHAIN: B, D; PEPTIDE 
(VMAPRTVLL); CHAIN: 

P, Q; 


MHC CLASS I ANTIGEN 
H2-M3; IMHC 6 CHAIN: 
A, B, D, E; IMHC 7 
NONAPEPTIDE FROM 
RATNADH 
DEHYDROGENASE; 
IMHC 12 CHAIN: C, F; 
IMHC 13 


Compound 


COMPLEX (NK RECEPTOR/MHC 
CLASS I) H-2 CLASS I 
HISTOCOMPATIBILITY ANTIGEN, 
B2M; NK-CELL SURFACE 
GLYCOPROTEIN YEl/48, NK CELL, 
INHIBITORY RECEPTOR, MHC-I, 
C-TYPE LECTIN-LIKE, 2 
HISTOCOMPATIBILITY, B2M, 
LY49, LY-49 


MAJOR fflSTOCOMPATIBILITY 
COMPLEX MHC NONCLASSICAL 
CHAIN, MHC-E, HLA-E, MHC 
CLASS HLA-E, HLA E, MAJOR 
HISTOCOMPATIBILITY COMPLEX, 
MHC, HLA, 2 BETA 2 
MICROGLOBULIN, PEPTIDE, 
LEADER PEPTIDE, 3 NON- 
CLASSICAL MHC, CLASS IB MHC 


MAJOR HISTOCOMPATIBILITY 
COMPLEX MHC NONCLASSICAL 
CHAIN, MHC-E, HLA-E, MHC 
CLASS HLA-E, HLA E, MAJOR 
HISTOCOMPATIBILITY COMPLEX, 
MHC, HLA, 2 BETA 2 
MICROGLOBULIN, PEPTIDE, 
LEADER PEPTIDE, 3 NON- 
: CLASSICAL MHC, CLASS IB MHC 


HISTOCOMPATIBILITY 
ANTIGEN/PEPTIDE MAJOR 
HISTOCOMPATIBILITY 
COMPLEX; IMHC 8ND1; IMHC 15 


PDB annotation 
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1 0.84 




0.43 
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Verify 
score 


| -1202.08 




-1202.08 
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PMF 
score 
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1 IMMUNOGLOBULIN 


HISTOCOMPATIBILITY 
ANTIGEN TRUNCATED 
HUMAN CLASS I 
HISTOCOMPATIBILITY 
ANTIGEN HLA-AW68 
ITMC 3 COMPLEXED 
WITH A DECAMERIC 
PEPTIDE (EVAPPEYHRK) 
ITMC 4 


HISTOCOMPATIBILITY 
LEUKOCYTE ANTIGEN 
(HLA)-CW4 CHAIN: A; 
BETA-2 

MICROGLOBULIN; 
CHAIN: B; HLA-CW4 
SPECIFIC PEPTIDE; 
CHAIN: C; 


HISTOCOMPATIBILITY 
LEUKOCYTE ANTIGEN 
(HLA)-CW4 CHAIN: A; 
BETA-2 

MICROGLOBULIN; 
CHAIN: B; HLA-CW4 
SPECIFIC PEPTIDE; 
CHAIN: C; 


MHC CLASS I H-2DD 
HEAVY CHAIN; CHAIN: 
A; BETA-2- 
MICROGLOBULIN; 
CHAIN: B; HIV 
ENVELOPE 
GLYCOPROTEIN 120 
PEPTIDE; CHAIN: P; 
LY49A; CHAIN: C, D; 


Compound 






IMMUNE SYSTEM 
IMMUNOGLOBULIN (IG)-LIKE 
DOMAIN, ALPHA HELIX, BETA 
SHEET, 2 IMMUNE SYSTEM 


IMMUNE SYSTEM 
IMMUNOGLOBULIN (IG)-LIKE 
DOMAIN, ALPHA HELIX, BETA 
SHEET, 2 IMMUNE SYSTEM 


COMPLEX (NK RECEPTORMHC 
CLASS I) H-2 CLASS I 
HISTOCOMPATIBILITY ANTIGEN, 
B2M; NK-CELL SURFACE 
GLYCOPROTEIN YEl/48, NK CELL, 
INHIBITORY RECEPTOR, MHC-I, 
C-TYPE LECTIN-LIKE, 2 
HISTOCOMPATIBILITY, B2M, 
LY49, LY-49 


PDB annotation 
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JFOL 
iore 




IMMUf 
NMC-4 
IMMUJ 
NMC-4 
VONVv 
FACTO 


INTEGl 
COLLA 
C, D; 


INTEGl 
COLLA 
C,D; 


INTEGl 
CHAIN 


Al DOf 
WILLEI 
CHAIN 


VONW 
FACTO 


INTEGl 
BETA; ( 




2FB4 4 


Compoi 


UN; CHAIN: 


<IOGLOBULIN 
IGGl; CHAIN: L; 
•fOGLOBULIN 
IGGl; CHAIN: H; 
TLLEBRAND 
>R; CHAIN: A; 


UN; CHAIN: A; 
GEN; CHAIN: B, 


.UN; CHAIN: A; 
GEN; CHAIN: B, 


UN ALPHA- 1; 

: A, B; 


AAW OF VON 
BRAND FACTOR; 
: NULL; 


ILLEBRAND 
R; CHAIN: A, B; 




IOGLOBULIN FAB 

EENTOFA 

vJIZED VERSION 

:ANTI-CD18 

i ANTIBODY 'H52' 

l-OZFAB)2FGW4 


[OGLOBULIN FAB | 




| CELL ADHESION PROTEIN A- 
1 DOMAIN INTEGRIN, CELL 


IMMUNE SYSTEM VON 
WILLEBRAND FACTOR, 
GLYCOPROTEIN IBA (A:ALPHA) 
BINDING, 2 COMPLEX 
(WILLEBRAND/IMMUNOGLOBULI 
N), BLOOD COAGULATION TYPE 
3 2B VON WILLEBRAND DISEASE 


INTEGRIN INTEGRIN, COLLAGEN 


INTEGRIN INTEGRIN, COLLAGEN 


S TRUCTURAL PROTEIN I- 
DOMAIN, METAL BINDING, 
COLLAGEN, ADHESION 


WILLEBRAND WILLEBRAND, 
BLOOD COAGULATION, 
PLATELET, GLYCOPROTEIN 


COLLAGEN-BINDING COLLAGEN- 
BINDING, HEMOSTASIS, 
DINUCLEOTIDE BINDING FOLD 


INTEGRIN INTEGRIN, CELL ] 
ADHESION, GLYCOPROTEIN 
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1 




1 


1 


3 




I s ! 


luok 


luok 




lhxO 






8- 








BS 

w 






> 


> 


> 


> 




> 


> 




CHAI 
NID 




5 


















STAR 
TAA 






















n 






4.2e-70 


5.6e-43 




| 9.8e-17 


1.4e-77 


5.6e-30 


7e-32 




Psi Blast 






















1 $ 






































0.77 






PMF 


74.70 


90.36 


81.19 




74.07 


79.59 


82.96 








SEQFOL 
D score 


OLIGO-1,6- 

GLUCOSIDASE; CHAIN: 
NULL; 


OLIGO-1,6- 
GLUCOSIDASE; CJ 
NULL; 


ALPHA-AMYLASE 
CHAIN: A; 


ALPHA AMYLASE 
CHAIN: A; 


GLUCAN 1,4-ALPB 
MALTOTETRAHYl 
ASE; CHAIN: A; 


ALPHA-AMYLASE 
1 CHAIN: A; 


CYCLODEXTRIN 
GLYCOSYLTRANS 
SE; ICIU 6 CHAIN: 
ICIU 7 


ALPHAl BETA1 
INTEGRIN; CHAIN 
ALPHAl BETA1 
! INTEGRIN; CHAIN 


CDllA; 1LFA5CH 
A, B; ILFA 6 




Compound 






(PPA); 


O 




:FERA 

NULL; 




2 






GLUCOSIDASE GLUCOSIDASE, 
SUGAR DEGRADATION, 
HYDROLASE, TIM-BARREL 2 


GLUCOSIDASE GLUCOSIDASE, 
SUGAR DEGRADATION, 
HYDROLASE, TIM-BARREL 2 
GLYCOSIDASE, HYDROLASE 


HYDROLASE "MALTOGENIC" 
ALPHA AMYLASE; AMYLASE, 
GLYCOSIDE HYDROLASE, 
STARCH DEGRADATION 


HYDROLASE ALPHA-AMYLASE 
INHIBITOR, CARBOHYDRATE, 
PANCREAS 


HYDROLASE BETA-ALPHA- 
BARREL, BETA SHEET 


HYDROLASE HYDROLASE, 
AMYLASE, FAMILY 13 


GLYCOSIDASE CGTASE; ICIU 8 
THERMOSTABLE ICIU 14 


CELL ADHESION INTEGRIN, CE] 
ADHESION 


CELL ADHESION LFA-1, ALPHA- 
LV.BETA-2 INTEGRIN, A-DOMAIN; 
ILFA 8 | 


ADHESION PROTEIN, 
GLYCOPROTEIN, 
EXTRACELLULAR 2 MATRIX, 
CYTOSKELETON 
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| 1090 


1090 


1090 


1090 


1 


1090 ' 


1090 






| lhsm 


lhme 


Ickt 


Ickt 




laab 


1 




B l 






> 


> 


> 








CHAI 
NID 


















STAR 
TAA 




















| 2.8e-27 




3.4e-20 


1.4e-14 


? 

K 


1.7e-23 


1.4e-17 




Psi Blast 


| 0.68 


0.50 


0.47 


0.29 


0.51 


0.83 


0.90 




Verify 
score 


| 1.00 


1.00 


1.00 


1.00 






1.00 




PMF 
score 


: j DNA-BINDINGHIGH 
















SEQFOL 
D score 


DNA-BINDINGHIGH 
MOBILITY GROUP 
PROTEIN FRAGMENT-B 
(HMGB) (DNA-BINDING 
IHME 3 HMG-BOX 
DOMAIN B OF RAT 
HMGl) (NMR, 1 
STRUCTURE) IHME 4 


HIGH MOBILITY GROUP 
1 PROTEIN; CHAIN: A; 
DNA (5'-D(*CP*CP*(IDO) 
CHAIN: B; DNA (5'- 
CHAIN: C; 


HIGH MOBILITY GROUP 
1 PROTEIN; CHAIN: A; 
DNA (5'-D(*CP*CP*(IDO) 
CHAIN: B; DNA (5'- 
CHAIN: C; 


NON HISTONE PROTEIN 
6 A; CHAIN: A; 


HIGH MOBILITY GROUP 
PROTEIN; lAAB 5 
CHAIN: NULL; lAAB 6 


HIGH MOBILITY GROUP 
PROTEIN; 1AAB5 
CHAIN: NULL; lAAB 6 




Compound 






GENE REGULATION/DNA HMG-1, 
AMPHOTERIN, HEPARIN-BINDING 
PROTEIN P30; HIGH-MOBILITY 
GROUP DOMAIN, BENT DNA, 
PROTEIN-DRUG-DNA 2 COMPLEX, 
GENE REGULATION/DNA 


GENE REGULATION/DNA HMG-1, 
AMPHOTERIN, HEPARIN-BINDING 
PROTEIN P30; HIGH-MOBILITY 
GROUP DOMAIN, BENT DNA, 
PROTEIN-DRUG-DNA 2 COMPLEX, 
GENE REGULATION/DNA 


DNA BINDING PROTEIN HMG 
BOX, DNA BENDING, DNA 
RECOGNITION, CHROMATIN, 
NMR, DNA 2 BINDING PROTEIN 


DNA-BINDING HMGA DNA- 1 
BINDING HMG-BOX DOMAIN A 
OF RAT HMGl; lAAB 8 HMG-BOX 
lAAB 20 


DNA-BINDING HMGA DNA- 
BINDING HMG-BOX DOMAIN A 
OF RAT HMGl; lAAB 8 HMG-BOX 
1AAB20 


GLYCOSIDASE, HYDROLASE | 
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1091 


1091 


1091 


1091 


1091 


1090 




i s i 


lezx 


lezx 






1 


f 




B I 


> 


> 




CO 








CHAI 
N ID 






1 


1 








STAR 
TAA 
















Eg 






9.8e-13 


1.2e-14 


5.6e-13 


1.4e-17 




Psi Blast 












0.65 




Verify 
score 






0.75 


0.75 








PMF 
score 


366.89 


370.31 






61.26 [ 






SEQFOL 
D score 


ALPHA- 1 - ANTITRYPSIN; 
CHAIN: A; ALPHA- 1- 
ANTITRYPSIN; CHAIN: 
B; TRYPSIN; CHAIN: C; 


ALPHA-l-ANTITRYPSIN; 
CHAIN: A; ALPHA-l- 
ANTITRYPSIN; CHAIN: 
B; TRYPSIN; CHAIN: C; 


Pl-ARG ANTITRYPSIN 
CHAIN: A; Pl-ARG 
ANTITRYPSIN; CHAIN: 
B; 


Pl-ARG ANTITRYPSIN; 
CHAIN: A; Pl-ARG 
ANTITRYPSIN; CHAIN; 
B; 


Pl-ARG ANTITRYPSIN, 
CHAIN: A; Pl-ARG 
ANTITRYPSIN; CHAIN: 
B; 


DNA (5 1 - 

D(*GP*CP*GP*AP*TP*AP 
*TP*CP*GP*C)-3'); 
CHAIN: C, D; HIGH 
MOBILITY GROUP 
PROTEIN D; CHAIN: A, B; 


MOBILITY GROUP 
PROTEIN 1 (HMGl) BOX 
2, COMPLEXED WITH 
1HSM3 

MERCAPTOETHANOL 
(NMR, MINIMIZED 
AVERAGE STRUCTURE) 
1HSM4 


Compound 








INHIBITOR PROTEASE-INHIBITOR 
COMPLEX, SERPIN, ALPHA-l- 
ANTITRYPSIN, 2 TRYPSIN 


1 HYDROLASE/HYDROLASE 


HYDROLASE/HYDROLASE 
INHIBITOR PROTEASE-INHIBITOR 
COMPLEX, SERPIN, ALPHA-l- 
ANTITRYPSIN, 2 TRYPSIN 


HYDROLA SE INHIBITOR SERPIN 
FOLD, RCL CLEAVAGE, A BETA 
SHEET POLYMERISATION 


HYDROLASE INHIBITOR SERPIN 
FOLD, RCL CLEAVAGE, A BETA 
SHEET POLYMERISATION 


HYDROLASE INHIBITOR SERPIN 
FOLD, RCL CLEAVAGE, A BETA 
SHEET POLYMERISATION 


GENE REGULATION/DNA HMG-D; 
PROTEIN-DNA COMPLEX, HMG 
DOMAIN, NON-SEQUENCE 
SPECIFIC 2 CHROMOSOMAL 
PROTEIN HMG-D 
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1 


IfiOI 








TfiflT 


? 9 1 


I 


Iqlp 


iqlp 


lezx 


lezx 




B l 


> 


> 


> 






> 


CHAI 
NID 




a 










STAR 
TAA 








1 














3.4e-12 






Psi Blast 








-0.78 






Verify 
score 


1.00 






0.30 


0.30 


1.00 


PMF 
score 




424.95 


424.42 








SEQFOL 
D score 


ALPHA-l-ANTITRYPSIN; 
CHAIN: A; 


ALPHA- 1 -ANTITRYPSIN; 
CHAIN: A; 


ALPHA-1 -ANTITRYPSIN; 
CHAIN: A; 


ALPHA- 1 -ANTITRYPSIN; 
CHAIN: A; ALPHA-l- 
ANTITRYPSIN; CHAIN: 
B; TRYPSIN; CHAIN: C; 


ANTITRYPSIN; CHAIN: 
B; TRYPSIN; CHAIN: C; 


1 ALPHA-l-ANTITRYPSIN; 


ANTITRYPSIN; CHAIN: 
B; TRYPSIN; CHAIN: C; 


ALPHA-l-ANTITRYPSIN; 


Compound 


SERINE PROTEASE INHIBITOR 
ALPHA-l-PROTEINASE 
INHIBITOR, ALPHA- 1- 
ANTIPROTEINASE; SERINE 
PROTEASE INHIBITOR, SERPIN. 


SERINE PROTEASE INHIBITOR 
ALPHA- 1-PROTEINASE 
INHIBITOR, ALPHA- 1- 
ANTIPROTEEnTASE; SERINE 
PROTEASE INHIBITOR, SERPIN, 
GLYCOPROTEIN, SIGNAL, 2 
POLYMORPHISM, EMPHYSEMA, 
DISEASE MUTATION, ACUTE 
PHASE 


SERINE PROTEASE INHIBITOR 
ALPHA-l-PROTEINASE 
INHIBITOR, ALPHA- 1- 
ANTIPROTEINASE; SERINE 
PROTEASE INHIBITOR, SERPIN, 
GLYCOPROTEIN, SIGNAL, 2 
POLYMORPHISM, EMPHYSEMA, 
DISEASE MUTATION, ACUTE 
PHASE 


HYDROLASE/HYDROLASE 
INHIBITOR PROTEASE-INHIBITOR 
COMPLEX, SERPIN, ALPHA-l- 
ANTITRYPSIN, 2 TRYPSIN 


COMPLEX, SERPIN, ALPHA-l- 
ANTITRYPSIN, 2 TRYPSIN 


HYDROLASE/HYDROLASE 


COMPLEX, SERPIN, ALPHA-l- 
ANTITRYPSIN, 2 TRYPSIN 


HYDROLASE/HYDROLASE 
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1092 


I 


1092 


1092 


1601 




| 






Idle 


Iddj 


Ibru 






lqmb 


I 


1 






> 


> 






> 










CHAI 
NID 














i 






STAR 
TAA 






















2.8e-17 


7e-70 


2.8e-69 


1.4e-67 


1.4e-69 


5.1e-14 


I 


1.4e-12 




Psi Blast 




0.32 


0.21 | 


0.07 


0.19 


-0.81 


-0.81 






Verify 
score 


1 


0.93 


0.49 




0.65 


0.90 


0.90 






PMF 
score 
















61.02 




SEQFOL 
D score 


COMPLEMENT F 
B; CHAIN: A, B; 


PLASMINOGEN; 
A, B, C, D; 


ELASTASE; CHA 


BETA-TRYPTASI 
CHAIN: A, B, C, I 


TRYPSIN; CHAI> 
C, D; 


ALPHA- 1-ANTIT: 
CHAIN: A, B; 


ALPHA-l-ANTIT 
CHAESF: A, B; 


ALPHA-l-ANTIT 
CHAIN: A, B; 




Compound 


ACTOR 


CHAIN: 


IN:P; 




> 


RYPSIN; 


RYPSIN; 


RYPSIN; 






HYDROLASE SERINE PROTEASE, 
COMPLEMENT SYSTEM, FACTOR 
B, PROTEIN- 2 PROTEIN 


BLOOD CLOTTING 
PLASMINOGEN, CATALYTIC 
DOMAIN 


SERINE PROTEASE PPE; SERINE 
PROTEASE. HYDROLASE 


SERINE PROTEINASE TRYP SIN- 
LIKE SERINE PROTELNASE, 
TETRAMER, HEPARIN, ALLERGY, 
2 ASTHMA 


SERINE PROTEASE SERINE 
PROTEINASE, TRYPSIN, 
HYDROLASE 


SERINE PROTEASE INHIBITOR 
ALPHA-1-PROTEINASE 
INHIBITOR, ALPHA-1-PI; SERPEN, 
ANTITRYPSIN, POLYMER, 
CLEAVED 


SERINE PROTEASE INHIBITOR 
ALPHA- 1-PROTEINASE 
INHIBITOR, ALPHA-l-PI; SERPIN, 
ANTITRYPSIN, POLYMER, 
CLEAVED 


SERINE PROTEASE INHIBITOR 
ALPHA- 1 -PROTEINASE 
INHIBITOR, ALPHA-l-PI; SERPIN, 
ANTITRYPSIN, POLYMER, 
CLEAVED 


GLYCOPROTEIN, SIGNAL, 2 
POLYMORPHISM, EMPHYSEMA, 
DISEASE MUTATION, ACUTE 
PHASE 
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1 


1092 








1 








t 




1 


I 






I 




eg 

35 




> 


> 


> 


> 


> 






as n 






































i 






| 


? 




1 




i 






1 


1 


jj 


p 


e 




u 


s 


g 








S 






ii 


















O Eg 
go 

is 


ECOTIN; CHAIN: A; 
ANIONIC TRYPSIN; 
CHAIN: B; 


ss 
>l 

1 


I 

o 
> 


> o 
p 1 

%> 


%% 

in 

o 


o o 

II 
S3 

| 

> 1 


II 

> § 

W H 

1 




1 

§ 

g 


COMPLEX (SERINE 
PROTEASE/INHIBITOR) TRYPSIN 
INHIBITOR; SERINE PROTEASE, 
INHIBITOR, COMPLEX, METAL 
BINDING SITES, 2 PROTEIN 
ENGINEERING, PROTEASE- 
SUBSTRATE INTERACTIONS, 3 
METALLOPROTEINS 


1 § o E 

illl 

> " 

18 






pi 
111 

o w 


o ffi 3 

?0 W ^ 

si? 

3 ^ o 
1 




oil 

Is 

p 

Pi 


i 

1 
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i 


5 




1103 


| 






1 


? 5 1 


I 


1 


1 




1 


i 


1 




eg 








> 








> 










to 


1 






° 


si 


















^§ 




o 






? 


1 




? 


5? 
w 
I 




g 






1 












S 






a 






ft 




132.21 




£ 












° s 

go 
I § 
r 


COMPLEMENT FACTOR 
HUMAN COMPLEMENT 
REGULATORY PROTEIN 


Q 2 V 3 

£gs 

.? 8 r 

-|> 

9 


3§gg 
Pil 

■S9 o ^ h 

3 3 
S § 
w a 


O > 

g Q 

>§ 

! 


1 

1 
O 

% 


ill 


PI 

I 


2 3 S 3 2 z 3 3 
D z 3 , ^ g 


ft 
1 




3 pa O 

Pi 

r o" 

cF 

s 


£ z 9 ^ 

Sill 
a 

p 




1 
> 

> 


III 
2 n ° 

ill 
>^ 


ill 

1 1 1 

II 
I" 


I c 

Is 

o 

w 




3 

w 

I 



WO 03/054152 



PCT/US02/39555 




WO 03/054152 



PCT/US02/39555 



752 



1107 


1107 


1107 


1106 


1106 


1105 


1105 


i B I 


ldcq 


lblx 


lawc 


I 


I 






S3 

W 


> 


W 


td 


> 


> 


> 


> 


CHAI 
NID 
















STAR 
TAA 






8 












0.00051 


0.00034 


0.00051 


1.7e-58 


2.8e-60 


7e-29 


1.2e-30 


Psi Blast 


0.15 


-0.03 


-0.29 


0.37 


0.40 


-0.93 




Verify 


0.64 


0.09 


0.29 




1.00 


0.77 




PMF 
score 














86.49 


SEQFOL 
D score 


PYK2-ASSOCIATED 
PROTEIN BETA; CHAIN: 
A; 


CYCLIN-DEPENDENT 
KINASE 6; CHAIN: A; 
P19INK4D; CHAIN: B; 


GA BINDING PROTEIN 
ALPHA; CHAIN: A; GA 
BINDING PROTEIN BETA 
1; CHAIN: B; DNA; 
CHAIN: D, E; 


TRANSLATIONALLY 
CONTROLLED TUMOR 
PROTEIN; CHAIN: A; 


TRANSLATIONALLY 
CONTROLLED TUMOR 
PROTEIN; CHAIN: A; 


APOLIPOPROTEINCII; 
CHAIN: A; 


APOLIPOPROTEINCII; 
CHAIN: A; 


Compound 


METAL BINDING PROTEIN ZINC- 
BINDING MODULE, ANKYRIN 
REPEATS, METAL BINDING 
PROTEIN 


COMPLEX (INHIBITOR 
PROTEIN/KINASE) INHIBITOR 
PROTEIN, CYCLIN-DEPENDENT 
KINASE, CELL CYCLE 2 
CONTROL, ALPHA/BETA, 
COMPLEX (INHIBITOR 
PROTEIN/KINASE) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) GABP ALPHA; 
GABPBETAl; COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), DNA- 
BINDING, 2 NUCLEAR PROTEIN, 
ETS DOMAIN, ANKYRIN 
REPEATS, TRANSCRIPTION 3 
FACTOR 


TUMOR-ASSOCIATED PROTEIN 
TCTP, P23FYP; TUMOR- 
ASSOCIATED PROTEIN, 
FUNCTION UNKNOWN 


TUMOR-ASSOCIATED PROTEIN 
TCTP, P23FYP; TUMOR- 
ASSOCIATED PROTEIN, 
FUNCTION UNKNOWN 


LIPID TRANSPORT APOC-II; 
PROTEIN-LIPID INTERACTION, 
AMPHIPATHIC ALPHA HELIX 


LIPID TRANSPORT APOC-II; 
PROTEIN-LIPID INTERACTION, 
AMPHIPATHIC ALPHA HELIX 
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1109 


1109 




S 3 1 




I 


& 


£ 


& 


1 


Icdm 
















> 


> 




CHAI 
NID 


















STAR 
TAA 










s 


8 








5.6e-65 


5.6e-65 


1.4e-42 


1.4e-19 


9.8e-36 


8.4e-59 


8.4e-59 




Psi Blast 




0.73 




0.39 


-0.05 




0.72 




Verify 
score 










0.24 








PMF 
score 


135.44 




50.32 






118.25 






SEQFOL 
D score 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
(VERTEBRATE) ICLL 3 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
CVERTEBRATE) ICLL 3 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
(VERTEBRATE) ICLL 3 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
(VERTEBRATE) ICLL 3 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
(VERTEBRATE) ICLL 3 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
COMPLEXED WITH 
CALMODULIN-BINDING 
DOMAIN OF ICDM 3 
CALMODULIN- 
DEPENDENT PROTEIN 
KINASE II ICDM 4 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
COMPLEXED WITH 
CALMODULIN-BINDING 
DOMAIN OF ICDM 3 
CALMODULIN- 
DEPENDENT PROTEIN 
' KINASE II ICDM 4 


CALMODULIN- 
DEPENDENT PROTEIN 
KINASE II ICDM 4 


Compound 
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f 


IP 










ft 


s 


f 


1 


w 


> 


> 


> 


> 


> 


> 


> 


> 


> 


> 


> 




CHAI 
NID 


























STAR 
TAA 




























7e-14 


1.4e-05 




3.4e-10 


1.4e-62 


1.4e-62 


4.2e-18 






2.8e-26 




1.4e-05 


Psi Blast 






-0.21 


-0.15 




0.75 


0.29 


0.04 


; 0.36 








score 






0.37 


0.30 




1.00 


0.95 


0.29 


0.63 








PMF 


65.19 


67.19 






132.92 










91.37 


64.07 


70.55 


SEQFOL 
D score 


NEURONAL CALCIUM 
SENSOR 1; CHAIN: A, B; 


CALMODULIN; CHAIN: 
A; 


CALCIUM-BINDING 
PROTEIN NCS-1; CHAIN: 
A; 


GRANCALCIN; CHAIN: 
A, B; 


CALMODULIN; CHAIN: 
A; 


CALMODULIN; CHAIN: 
A; 


CALMODULIN; CHAIN: 
A; 


CALMODULIN; CHAIN: 

A; 


CARDIAC TROPONIN C; 
1 CHAIN: A; 


CARDIAC TROPONIN C; 
CHAIN: A; 


! CALCIUM-SATURATED 
j CIB; CHAIN: A 


CALMODULIN 
(VERTEBRATE); ICMF 6 
CHAIN: NULL; ICMF 7 


Compound 


METAL BINDING PROTEIN 
FREQUENIN; CALCIUM BINDING- 


METAL BINDING PROTEIN EF- 
HAND, HELIX-LOOP-HELIX, 
FRAGMENT, CALCIUM, TR2C, C- 2 
TERMINAL DOMAIN, 
CALMODULIN 


METAL BINDING PROTEIN YEAST 
FREQUENIN EF-HAND, CALCIUM 


METAL TRANSPORT PENTA-EF- 
HAND PROTEIN, CALCIUM 
BINDING PROTEIN 


METAL TRANSPORT 
CALMODULIN, HIGH 
RESOLUTION, DISORDER 


METAL TRANSPORT 
CALMODULIN, HIGH 
RESOLUTION, DISORDER 


METAL TRANSPORT 
CALMODULIN, HIGH 
RESOLUTION, DISORDER 


CALMODULIN, HIGH 
RESOLUTION, DISORDER 


I 

> 

XI 

i 


1 structural protein helix- 
Iturn-helix 


1 STRUCTURAL PROTEIN HELIX- 
TURN-HELIX 


BLOOD CLOTTING HELICAL, EF- 
HANDS, BLOOD CLOTTING 


CALCIUM-BINDING PROTEIN 
CALMODULnST APO TR2C- 
DOMAIN; ICMF 9 
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1 60TI 1 


6011 


1109 


601 1 


6011 


1109 


6011 




§ 5 i 




Ivrk 


Ivrk 


Ivrk 


ltrf 


ltrc 


ltop 




33 

w 


> 




> 


> 




> 






CHAI 
NID 










u 








STAR 
TAA 


a 


8 


















9.8e-64 




2.8e-34 




1.4e-05 


2.8e-30 




Psi Blast 




0.60 


0.39 


0.24 










Verify 




1.00 




0.57 










PMF 
score 


133.11 i 








53.23 


63.97 


| 107.77 




SEQFOL 
D score 


CALMODULIN; CHAIN: 1 
A; RS20; CHAIN: B; 


CALMODULIN; CHAIN: 
A; RS20; CHAIN: B; 


CALMODULIN; CHAIN: 
A; RS20; CHAIN: B; 


CALMODULIN; CHAIN: 
A; RS20; CHAIN: B; 


MUSCLE PROTEIN 
TROPONIN C(TR1C 
FRAGMENT) (APO 
FORM) (NMR, 1 
STRUCTURE) ITRF 3 


CALCIUM BINDING 
PROTEIN CALMODULIN 
(/TR=2=C$ FRAGMENT 
COMPRISING RESIDUES 
78 - 148 ITRC 3 OF THE 
INTACT MOLECULE) 
ITRC 4 


CONTRACTILE SYSTEM 
PROTEIN TROPONIN C 
1TOP3 


1 PROTEIN TROPONIN C 
| 1TOP3 


Compound 


CALMODULIN, CALCIUM 
BINDING, HELIX-LOOP-HELIX, 1 


CALMODULIN, CALCIUM 
BINDING, HELIX-LOOP-HELIX, 
SIGNALLING, 2 

COMPLEX(CALCIUM-BINDING 
PROTEIN/PEPTIDE) 


CALMODULIN, CALCIUM 
BINDING, HELIX-LOOP-HELIX, 
SIGNALLING, 2 

COMPLEX(CALCIUM-BINDING 
PROTEIN/PEPTIDE) 


CALMODULIN, CALCIUM 
BINDING, HELIX-LOOP-HELIX, 
SIGNALLING, 2 

COMPLEX(CALCIUM-BINDING 
PROTEIN/PEPTIDE) 
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1109 


1109 


1109 


1109 


1109 


1109 


1109 


1109 


1109 




9 S S 


I 


2mys 




I 


lwdc 


lwdc 


lwdc 




lwdc 




BS 

OS 








CO 


n 


to 


CO 


CO 


tO 




CHAI 
NID 






















STAR 
TAA 






a 


8 














n 


5.6e-22 


1.7e-38 


1.7e-38 


t 


1.3e-06 


1.7e-43 


5.6e-35 


1.7e-43 


7e-20 




Psi Blast 






-0.25 






0.52 


0.48 








Verify 






1.00 








1.00 








PMF 
score 


50.77 


146.55 




51.56 


89.97 






163.19 


67.20 




SEQFOL 
D score 


MYOSIN; CHAIN: A, B, C; 


MYOSIN; CHAIN: A, B, C; 


MYOSIN; CHAIN: A, B, C; 


MYOSIN; CHAIN: A, B, C; 


SCALLOP MYOSIN; 
CHAIN: A, B, C; 


SCALLOP MYOSIN; 
CHAIN: A, B, C; 


SCALLOP MYOSIN; 
CHAIN: A, B, C; 


SCALLOP MYOSIN; 
CHAIN: A, B, C; 


SCALLOP MYOSIN; 
CHAIN: A, B, C; 




Compound 


MUSCLE PROTEIN MUS 
PROTEIN, MYOSIN 
SUBFRAGMENT-1, MYC 
2 MOTOR PROTEIN 


MUSCLE PROTEIN MUS 
PROTEIN, MYOSIN 
SUBFRAGMENT-1, MYC 
2 MOTOR PROTEIN 


MUSCLE PROTEIN MUS 
PROTEIN, MYOSIN 
SUBFRAGMENT-1, MYC 
2 MOTOR PROTEIN 


MUSCLE PROTEIN MUS' 
PROTEIN, MYOSIN 
SUBFRAGMENT-1, MYO 
2 MOTOR PROTEIN 


MUSCLE PROTEIN MYO 
CALCIUM BINDING PRC 
MUSCLE PROTEIN 


MUSCLE PROTEIN MYO 
CALCIUM BINDING PRC 
MUSCLE PROTEIN 


MUSCLE PROTEIN MYO 
CALCIUM BINDING PRC 
MUSCLE PROTEIN 


MUSCLE PROTEIN MYOSIN, 
CALCIUM BINDING PROTEIN, 
MUSCLE PROTEIN 


MUSCLE PROTEIN MYOSIN, 
CALCIUM BINDING PROTEIN, 
MUSCLE PROTEIN 


SIGNALLING, 2 

COMPLEX(CALCIUM-BI 

PROTEIN/PEPTIDE) 


PDB annotation 
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CLE 

-SIN HEAD, 
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1112 


1112 


1112 


1112 


1112 


1109 


1109 


1109 


i B l 


1 








lajj 


3 


3 
"Si 


2mys 


Bg 

63 






> 






o 


o 


03 


CHAI 
NID 


















STAR 
TAA 




















8.4e-07 


5.1e-07 


1.3e-07 


5.6e-09 






2.8e-35 


5.6e-17 


Psi Blast 


0.35 


0.29 


-0.12 


-0.06 




-0.05 




-0.25 


Verify 
score 


0.04 


0.33 




0.01 


0.13 






0.05 


PMF 
score 


















11 


















FOL 


ASFP; CHAIN: NULL; 


LOW-DENSITY 
LIPOPROTEIN 
RECEPTOR; ILDL 4 
CHAIN: NULL; ILDL 5 


LOW-DENSITY 
LIPOPROTEIN 
RECEPTOR; CHAIN: A; 


LOW-DENSITY 
LIPOPROTEIN 
RECEPTOR; CHAIN: 
NULL; 


LOW-DENSITY 
LIPOPROTEIN 
RECEPTOR; CHAIN: 
NULL; 


MYOSIN; CHAIN: A, B, C; 


MYOSIN; CHAIN: A, B, C; 


MYOSIN; CHAIN: A, B, C; 


Compound 


SPERMADHESIN ACIDIC 
SEMINAL PROTEIN; 
SPERMADHESIN, BOVINE 
SEMINAL PLASMA PROTEIN, 
1 ACIDIC 2 SEMINAL FLUID 


BINDING PROTEIN LBl; ILDL 7 
LDL RECEPTOR CYSTEINE-RICH 
REPEAT ILDL 15 


LIPID BINDING PROTEIN LDL 
RECEPTOR, LIGAND-BINDING 
DOMAIN, CALCIUM-BINDING, 2 
FAMILIAL 

HYPERCHOLESTEROLEMIA 


RECEPTOR LR5; RECEPTOR, LDL 
RECEPTOR, CYSTEINE-RICH 
, MODULE, CALCIUM 


RECEPTOR LR5; RECEPTOR, LDL 
RECEPTOR, CYSTEINE-RICH 
MODULE, CALCIUM 


MUSCLE PROTEIN MUSCLE 
PROTEIN, MYOSIN 
SUBFRAGMENT-1, MYOSIN HEAD, 
2 MOTOR PROTEIN 


MUSCLE PROTEIN MUSCLE 
PROTEIN, MYOSIN 
SUBFRAGMENT-1, MYOSIN HEAD, 
2 MOTOR PROTEIN 


MUSCLE PROTEIN MUSCLE 
PROTEIN, MYOSIN 
SUBFRAGMENT-1, MYOSIN HEAD, 
2 MOTOR PROTEIN 
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1124 


1124 


1 1124 


| 1124 


1123 


1123 


1123 




I s ! 


Ihyr 


Ihyr 




1 


is: 


lhfe 


1 




3 I 


> 


> 




> 


> 




> 




CHAI 
NID 












- 






STAR 
TAA 






i 














1.4e-27 


2.8e-26 




j 5.6e-34 


0.0068 








Psi Blast 


















Verify 
score 


















PMF 
score 


94.69 


100.53 


j 86.06 




51.59 


137.95 


152.98 




SEQFOL 
D score 


NKG2-D TYPE II 
INTEGRAL MEMBRANE 
PROTEIN; CHAIN: B, A; 
MHC CLASS I CHAIN- 


NKG2-D TYPE II 
INTEGRAL MEMBRANE 
PROTEIN; CHAIN: B, A; 
MHC CLASS I CHAIN- 
RELATED PROTEIN A; 
CHAIN: C; 


j NKG2-D; CHAIN: A; 


1 ASIALOGLYCOPROTEIN 
| RECEPTOR 1; CHAIN: A; 


SENSORY RHODOPSIN 
II; CHAIN: A; 


FE-ONLY 
HYDROGENASE 
(SMALLER SUBUNIT); 
CHAIN: S, T; FE-ONLY 
HYDROGENASE 
(LARGER SUBUNIT); 
CHAIN: L, M; 


[FE]-HYDROGENASE 
(LARGE SUBUNIT); 
CHAIN: A; [FE]- 
HYDROGENASE (SMALL 
SUBUNIT); CHAIN: D; 
CYTOCHROME C553; 
CHAIN: E 


AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 | 


Compound 


IMMUNE SYSTEM NKG2D; MIC-A, 
MIC, PERB 1 1 ; ACTIVATING NK 
CELL RECEPTOR, NKG2D, C- 
TYPE-LECTIN LIKE, MIC- 2 A, 


IMMUNE SYSTEM NKG2D; MIC-A, 
MIC, PERB 1 1 ; ACTIVATING NK 
CELL RECEPTOR, NKG2D, C- 
TYPE-LECTIN LIKE, MIC- 2 A, 
MHC-I, COMPLEX, IMMUNE 
SYSTEM 


1 APOPTOSIS HOMODIMER, CIS- 
1 PROLINE 


I SIGNALING PROTETN HEPATIC 
| LECTIN HI; C-TYPE LECTIN CRD 


SIGNALING PROTEIN SENSORY 
RHODOPSIN, MEMBRANE 
PROTEIN, PHOTOTAXIS 
; RECEPTOR 


HYDROGENASE FE-ONLY 
HYDROGENASE, X-RAY 
CRYSTALLOGRAPHY, 
HYDROGENE 2 METABOLISM, 
PERIPLASM 


HYDROGENASE HYDROGENASE, 
CYTOCHROME C553, ELECTRON 
TRANSFER COMPLEX 
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| 1125 


1125 


1125 


1125 


1125 


1125 


1125 








lcic 




lbql 




Ibih 


Ibih 




CO 


> 


> 


> 


X 




> 


> 




CHAI 
NID 


















STAR 
TAA 


a 


















| 5.6e-41 


5.6e-17 


4.2e-19 


9.8e-14 


1.4e-21 


5.1e-38 


1.3e-43 




Psi Blast 


0.10 


0.35 




0.01 


0.10 


0.18 






Verify 


| 0.86 






0.34 




0.77 






PMF 






73.01 








121.44 




SEQFOL 
D score 


| AXONIN-1; CHAIN: A; 


IG HEAVY CHAIN V 
REGIONS; CHAIN: A 
HEAVY CHAIN V 
REGIONS; CHAIN: B: 
HEAVY CHAIN V 
REGIONS; CHAIN: C; 
HEAVY CHAIN V 
REGIONS; CHAIN: D 


ANTIBODY R24 (LIGHT 
CHAIN); CHAIN: A; 
ANTIBODY R24 (HEAVY 
CHAIN); CHAIN: B; 


COMPLEX 

(ANTIBODY/ANTIGEN) 
HYHEL-5 FAB 
COMPLEXEDWITH 
BOBWHITE QUAIL 
LYSOZYME IBQL 3 
IBQL 95 


FAB FRAGMENT; 
CHAIN: L, H, J, K; 
VASCULAR 
ENDOTHELIAL 
GROWTH FACTOR; 
CHAIN: V, W; 


HEMOLIN; CHAIN: A, B; 


HEMOLIN; CHAIN: A, B; 




Compound 


3 3 S 


1 CELL ADHESION NEURAL CELL 
1 ADHESION 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, FAB 
COMPLEX, IDIOTOPE, ANTI- 
IDIOTOPE 


IMMUNE SYSTEM ANTIBODY 
(FAB FRAGMENT), IMMUNE 
SYSTEM 




COMPLEX (ANTIBODY/ANTIGEN) 
FAB-12; VEGF; COMPLEX 
(ANTIBODY/ANTIGEN), 
ANGIOGENIC FACTOR 


INSECT IMMUNITY INSECT 
IMMUNITY, LPS-BINDING, 
HOMOPHILIC ADHESION 


INSECT IMMUNITY INSECT 
IMMUNITY, LPS-BINDING, 
HOMOPHILIC ADHESION 


HOMOPHILIC ADHESION 
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1125 


1125 


1125 


1125 


1125 


r 


1125 


I s ! 


i 


lcvs 


1 


i 








S I 


o 


O 


n 


o 


> 


> 


> 


CHAI 
NID 
















STAR 
TAA 


3 














n 


t 


4.2e-22 


8.4e-20 


4.2e-38 


| le-43 


\ 5.6e-40 


le-43 


Psi Blast 


0.32 


0.02 


0.01 


0.15 


0.09 


0.19 




Verify 


0.80 


-0.05 


-0.09 




0.16 


0.76 




PMF 
score 
















SEQFOL 
D score 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


AXONIN-1; CHAIN: A; 


AXONIN-1; CHAIN: A; 


AXONIN-1; CHAIN: A; 


Compound 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


CELL ADHESION NEURAL CELL 
ADHESION 


CELL ADHESION NEURAL CELL 
ADHESION 


CELL ADHESION NEURAL CELL 
I ADHESION 
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1125 


1125 


1125 


1125 


1125 


1125 | 


1125 


§ 5 i 






<§! 


Idfb 


Idfb 


s 


lcvs 


S3 
s 






s* 




r 




o 


CHAI 
NID 
















STAR 
TAA 


















1.4e-39 


3.4e-51 


3.4e-51 


8.4e-22 j 


8.4e-22 


4.2e-21 


t 


Psi Blast 


-0.02 


-0.21 




! 0.36 






-0.26 


Verify 


0.06 


0.46 




1 






0.06 


PMF 






111.26 




75.44 


72.82 




SEQFOL 
D score 


POLIOVIRUS RECEPTOR; 
CHAIN: R; VPl; CHAIN: 
1; VP2; CHAIN: 2; VP3; 
CHAIN: 3; VP4; CHAIN: 4; 


POLIOVIRUS RECEPTOR; 
CHAIN: R; VPl; CHAIN: 
1; VP2; CHAIN: 2; VP3; 
CHAIN: 3; VP4; CHAIN: 4; 


POLIOVIRUS RECEPTOR; 
CHAIN: R; VPl; CHAIN: 
1; VP2; CHAIN: 2; VP3; 
CHAIN: 3; VP4; CHAIN: 4; 


IMMUNOGLOBULIN 3D6 
FAB IDFB 3 


IMMUNOGLOBULIN 3D6 
FAB IDFB 3 I 


CHIMERIC GERMLINE 
PRECURSOR OF OXY- 
COPE CHAIN: L; 
CHIMERIC GERMLINE 
PRECURSOR OF OXY- 
COPE CHAIN: H; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


Compound 


VIRUS/VIRAL PROTEIN, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVIRUS- 


VIRUSmRAL PROTEIN, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVIRUS- 
RECEPTOR COMPLEX, 
VIRUS/VIRAL PROTEIN, 
RECEPTOR 


VIRUSmRAL PROTEIN, 
RECEPTOR CD155, PVR, HUMAN 
POLIOVIRUS, ELECTRON 
MICROSCOPY, 2 POLIOVIRUS- 
RECEPTOR COMPLEX, 
VIRUSmRAL PROTEIN, 
RECEPTOR 






IMMUNE SYSTEM IMMUNE 
SYSTEM 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 
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| 1125 


1125 


1125 


1125 


1125 


1125 


1125 


1125 




si a w> 




levt 


1 


I 


lepf 


lepf 




lepf 




S3 

63 


> 


O 


O 




> 


> 


> 


> 




CHAI 
NID 




















STAR 
TAA 




S 
















n 


| 2.8e-12 


2.8e-39 


4.2e-37 


2.8e-34 


; 4.2e-24 




2.8e-19 






Psi Blast 


| -0.13 


0.03 


0.30 


0.04 


-0.00 


-0.07 


0.37 


0.36 






| 0.07 


0.51 


0.70 


0.23 


0.16 


0.00 


0.94 


0.55 
























SEQFOL 
D score 


| HIGH AFFINITY 


FIBROBLAST GRO\> 
FACTOR 1; CHAIN: 
FIBROBLAST GRO\ 
FACTOR RECEPTOI 
CHAIN: C, D; 


FIBROBLAST GRO^V 
FACTOR 2; CHAIN:. 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAE 
F, G, H; 


FIBROBLAST GROV 
FACTOR 2; CHAIN:. 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAI1 
F, G, H; 


NEURAL CELL 
ADHESION MOLECI 
CHAIN: A, B, C, D; 


NEURAL CELL 
ADHESION MOLECI 
CHAIN: A, B, C, D; 


NEURAL CELL 
ADHESION MOLECI 
CHAIN: A, B, C, D; 


NEURAL CELL 
ADHESION MOLECI 
CHAIN: A, B, C, D; 




Compound 












s 


B 


B 






| IMMUNE SYSTEM FC-EPSILON RI- 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGFl; FGFRl; 
IMMUNOGLOBULIN (IG) LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD . 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


CELL ADHESION NCAM; NCAM, 
IMMUNOGLOBULIN FOLD, 
GLYCOPROTEIN 


CELL ADHESION NCAM; NCAM, 
IMMUNOGLOBULIN FOLD, 
GLYCOPROTEIN 


CELL ADHESION NCAM; NCAM, 
IMMUNOGLOBULIN FOLD, 
GLYCOPROTEIN 


CELL ADHESION NCAM; NCAM, 
IMMUNOGLOBULIN FOLD, 
GLYCOPROTEIN 


RECEPTOR COMPLEX, 
VIRUS/VIRAL PROTEIN, 
RECEPTOR 
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<S 
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to 
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STAR 
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s 
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g 








n 


f 
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o 




1 








i 
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1 










j? *s 




































SEQFOL 
D score 


| TELOKIN; CHAIN: A 


FC RECEPTOR 
FC(GAMMA)RIIA; 
CHAIN: A; 


JUNCTION ADHESION 
MOLECULE; CHAIN: A; 


JUNCTION ADHESION 
MOLECULE; CHAIN: A; 


JUNCTION ADHESION 
MOLECULE; CHAIN: A; 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; IG EPSILON 
CHAIN C REGION; 
CHAIN: B, D; 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; IG EPSILON 
CHAIN C REGION; 
CHAIN: B, D; 


IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; 


Compound 


1 CONTRACTILE PROTEIN 

| IMMUNOGLOBULIN FOLD, BETA 


IMMUNE SYSTEM, MEMBRANE 
PROTEIN CD32; FC RECEPTOR, 
IMMUNOGLOULIN, LEUKOCYTE, 
CD32 


CELL ADHESION 
IMMUNOGLOBULIN 
SUPERFAMILY, BETA-SANDWICH 
FOLD 


CELL ADHESION 
IMMUNOGLOBULIN 
SUPERFAMILY, BETA-SANDWICH 
FOLD 


CELL ADHESION 
IMMUNOGLOBULIN 
SUPERFAMILY, BETA-SANDWICH 
FOLD 


I IMMUNE SYSTEM HIGH AFFINITY 
IGE-FC RECEPTOR, FC(EPSILON) 
IGE-FC; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, ' 
RECEPTOR, IGE-BINDING 2 

1 PROTEPN, IGE ANTIBODY, IGE-FC 


IMMUNE SYSTEM HIGH AFFINITY 
IGE-FC RECEPTOR, FC(EPSILON) 
IGE-FC; IMMUNOGLOBULIN 
I FOLD, GLYCOPROTEIN, 
! RECEPTOR, IGE-BINDING 2 
PROTEIN, IGE ANTIBODY, IGE-FC 


ALPHA; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, 
RECEPTOR, IGE-BINDING 2 
PROTEIN 
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1125 


1125 


1125 


1125 


1125 


1125 


1125 


1125 


1125 




? 5 1 








liai 






j£ 


s 


s 




S3 










> 


> 


>■ 


> 


> 




CHAI 
N ID 






















STAR 
TAA 






















£g 


























t 




t 




8? 






? 




t 




Of 
























last 


0.24 


0.01 


-0.11 


0.12 


0.23 


0.34 


0.21 


0.02 


0.38 




Verify 
score 
















































3 *3 
























° w 
























g o 


HEPARIN-BINDING 
GROWTH FACTOR 2; 
CHAIN: A, B, C, D; 


NEURAL CELL 
ADHESION MOLECULE; 
CHAIN: A; 


NEURAL CELL 
ADHESION MOLECULE; 
CHAIN: A; 


IDIOTYPIC FAB 730.1.4 
(IGGl) OF VIRUS IIAI 5 
CHAIN: L, H; IIAI 7 
ANTI-IDIOTYPIC FAB 
409.5.3 (IGG2A); IIAI 9 
CHAIN: M, I IIAI 10 


LEUCOCYTE 
IMMUNOGLOBULIN- 
LIKE RECEPTOR-1; 
CHAIN: A; 


LOW AFFINITY 
IMMUNOGLOBULIN 
GAMMA FC REGION 
CHAIN: A: 


LOW AFFINITY 
IMMUNOGLOBULIN 
GAMMA FC REGION 
CHAIN: A; 


TELOKIN; CHAIN: A 


TELOKIN; CHAIN: A 




Compound 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2, HBGF- 
2, BASIC FIBROBLAST GROWTH 


CELL ADHESION N-CAM; 
INTERMEDIATE 
IMMUNOGLOBULIN FOLD 


CELL ADHESION N-CAM; 
INTERMEDIATE 
IMMUNOGLOBULIN FOLD 


COMPLEX (IMMUNOGLOBULIN 
IGG1/IGG2A) 


IMMUNE SYSTEM LEUKOCYTE 
INHIBITORY RECEPTOR-1; 
LEUKOCYTE IMMUNOGLOBULIN 
FOLD, 3-10 HELIX 


! RECEPTOR ! 


IMMUNE SYSiFMKFf PPTOR 

BETA SANDWICH, 

IMMl JNOGLOBT JI .IN-LIKE. 


IMMUNE SYSTEM RECEPTOR 
BETA SANDWICH, 
IMMUNOGLOBULIN-LIKE, 
RECEPTOR 1 


CONTRACTILE PROTEIN 
IMMUNOGLOBULIN FOLD, BETA 
BARREL 


CONTRACTILE PROTEIN 
IMMUNOGLOBULIN FOLD, BETA 
BARREL 


BARREL 
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? B 1 






laif 




3bct 
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> 
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> 




CHAI 
NID 


















STAR 
TAA 












2 








1.5e-09 


0.00045 


0.0015 


0.00012 


I 


1.5e-l8 






Psi Blast 


0.41 










0.14 


0.09 




Verify 


-1202.08 








-1202.08 


-1202.08 


-1202.08 




PMF 








P 




























QFOL 
core 


T-CELL SURFACE 
GLYCOPROTEIN CD4; 
CHAIN: NULL; 


IG KAPPA CHAIN V-I 
REGION REI; CHAIN: A, 
B; 


ANTI-IDIOTYPIC FAB 
409.5.3 (IGG2A) FAB; 
CHAIN: A, B, L, H 


MONOCLONAL 
ANTIBODY D1.3; CHAIN: 
L, H; 


BETA-CATENIN; CHAIN: 
NULL; 


IMPORTIN ALPHA; 
CHAIN: A; 


BETA-CATENIN; CHAIN: 
A, C; EPITHELIAL- 
CADHERIN; CHAIN: B, D; 


ARMADILLO REPEAT 
REGION; CHAIN: A, C; 
TCF3-CBD (CATENIN 
BINDING DOMAIN); 
CHAIN: B, D; 


Compound 


T-CELL SURFACE 
GLYCOPROTEIN 
IMMUNOGLOBULIN FOLD, 


IMMUNE SYSTEM REIV, 
STABILIZED IMMUNOGLOBULIN 
FRAGMENT, BENCE- JONES 2 
PROTEIN, IMMUNE SYSTEM 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, C REGION, V 
REGION 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, VARIANT 


ARMADILLO REPEAT 
ARMADILLO REPEAT, BETA- 
CATENIN, CYTOSKELETON 


NUCLEAR IMPORT RECEPTOR 
KARYOPHERIN ALPHA; NUCLEAR 
IMPORT RECEPTOR, NUCLEAR 
LOCALIZATION SIGNAL, 2 
ARMADILLO REPEATS, 
AUTOINHIBITION, INTRASTERIC 
REGULATION 


CELL ADHESION E-CADHERIN; E- 
CADHERIN, CELL ADHESION, 
BETA-CATENIN, PROTEIN- 
PROTEIN 2 COMPLEX, EXTENDED 
INTERFACE, ARMADILLO 
REPEAT, PHOSPHOSERINE 


CATENLN,TCF-3, PROTEIN- 
PROTEIN COMPLEX 
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CHAI 
NID 
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STAR 
TAA 
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5e-ll 


§ 
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i Blast 














0.25 




S < 
















rify 
ire 




-1202 


-1202 


-1202 


-1202 


-1202 


-1202 




PMF 
score 




















61.27 
















SEQFOL 
D score 


ENVELOPE 

GLYCOPROTEIN GP120; 
CHAIN: G; T-CELL 
SURFACE 


JUNCTION ADHESION 
MOLECULE; CHAIN: A; 


NEURAL CELL 
ADHESION MOLECULE; 
CHAIN: A, B, C, D; 


COXSACKIE VIRUS AND 
ADENOVIRUS 
RECEPTOR; CHAIN: A, B; 


T LYMPHOCYTE 
ACTIVATION ANTIGEN; 
CHAIN: A; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


AXONIN-1; CHAIN: A; 




Compound 


VIRUS/VIRAL PROTEIN COMPLEX 
(HIV ENVELOPE 
PROTEIN/ CD4/FAB), HIV-1 
EXTERIOR 2 ENVELOPE GP120 


CELL ADHESION 
IMMUNOGLOBULIN 
SUPERFAMILY, BETA-SANDWICH 
FOLD 


CELL ADHESION NCAM; NCAM, 
IMMUNOGLOBULIN FOLD, 
GLYCOPROTEIN 


VIRUSA'IRAL PROTEIN 
RECEPTOR COXSACKIEVIRUS B- 
ADENO VIRUS RECEPTOR, HCAR, 
VTRUSATRAL PROTEIN 
RECEPTOR, IMMUNOGLOBULIN V 
DOMAIN FOLD, 2 SYMMETRIC 
DIMER 


IMMUNE SYSTEM B7-1 (CD80); IG 
SUPERFAMILY 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


1 CELL ADHESION NEURAL CELL 
i ADHESION 


TRANSMEMBRANE, 
GLYCOPROTEIN, T-CELL, 2 MHC, 
LIPOPROTEIN, T-CELL SURFACE 
GLYCOPROTEIN 
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| 1131 
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1127 
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§ B 1 


ft 


i 


lnkr 


lneu 


ligm 






S3 

td 


> 


> 






r 1 






CHAI 
NID 
















STAR 
TAA 




















1.5e-10 


1.5e-09 




1.2e-09 


7.5e-05 


6e-10 




Psi Blast 


| 0.24 


0.22 


0.16 


0.36 




0.32 




Verify 


J -1202.08 


-1202.08 


-1202.08 


-1202.08 




-1202.08 




FMF 
score 










60.22 






SEQFOL 
D score 


1 PROTEIN KINASE C 
1 (BETA); CHAIN: A, B; 


HUMAN VASCULAR 
CELL ADHESION 
MOLECULE-1; IVCA 4 
CHAIN: A, B; IVCA 5 


P58-CL42 KIR; CHAIN: 
NULL; 


CHAIN: NULL; 


MYELIN P0 PROTEIN; 1 


j IMMUNOGLOBULIN 
IMMUNOGLOBULIN M 

1 (IG-M)FV FRAGMENT 
1IGM3 


GAMMA-DELTA T-CELL 
RECEPTOR; CHAIN: A, C, 
E, G; GAMMA-DELTA T- 
CELL RECEPTOR; 
CHAIN: B, D, F, H; 


GLYCOPROTEIN CD4; 
CHAIN: C; ANTIBODY 
17B, LIGHT CHAIN; 
CHAIN: L; ANTIBODY 
17B, HEAVY CHAIN; 
CHAIN: H; 


Compound 


1 CALCIUM-BINDING PROTEIN 
1 CALB; 


CELL ADHESION PROTEIN VCAM- 
Dl,2; IVCA 6 IMMUNOGLOBULIN 
SUPERFAMILY, INTEGRIN- 
BINDING IVCA 15 


INHIBITORY RECEPTOR KILLER 
CELL INHIBITORY RECEPTOR; 
INHIBITORY RECEPTOR, 
NATURAL KILLER CELLS, 
IMMUNOLOGICAL 2 RECEPTORS, 
IMMUNOGLOBULIN FOLD 


STRUCTURAL PROTEIN MYELIN, 
STRUCTURAL PROTEIN, 
GLYCOPROTEIN, 
TRANSMEMBRANE, 
PHOSPHORYLATION, 
IMMUNOGLOBULIN FOLD, 
SIGNAL, MYELIN 2 MEMBRANE 
ADHESION MOLECULE 




IMMUNE SYSTEM T-CELL j 
RECEPTOR DELTA CHAIN; T- 
CELL RECEPTOR GAMMA CHAIN; 
IG DOMAIN, T CELL RECEPTOR, 
TCR, GDTCR 1 


FROM LABORATORY-ADAPTED 
ISOLATE, HXBC2, 3 SURFACE T- 
CELL GLYCOPROTEIN CD4, 
ANTIGEN-BINDING FRAGMENT 4 
OF HUMAN IMMUNOGLOBULIN 
17B 
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CHAI 
NID 
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STAR 
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l.le-28 


3e-18 


le-24 


9.8e-17 


8.4e-23 


3e-20 




Psi Blast 








0.29 


0.11 


0.22 




Verify 
score 








-1202.08 


-1202.08 


-1202.08 




PMF 
score 


98.43 


70.57 


73.00 










SEQFOL 
D score 


DNA-BINDING HIGH 
MOBILITY GROUP 
PROTEIN FRAGMENT-B 
(HMGB) (DNA-BINDING 
iHME 3 HMG-BOX 
DOMAIN B OF RAT 
HMGl) (NMR, 1 
STRUCTURE) IHME 4 


RHODOPSIN; CHAIN: A, 
B 


, RHODOPSIN; CHAIN: A, 
B 


RABPHILIN 3-A; CHAIN: 
A; 


CALCIUM/PHOSPHOLIPI 
D BINDING PROTEIN 
SYNAPTOTAGMIN I 
(FIRST C2 DOMAIN) 
(CALB) IRSY 3 


CALCIUM/PHOSPHOLIPI 
D BINDING PROTEIN 
SYNAPTOTAGMIN I 
(FIRST C2 DOMAIN) 
(CALB) IRSY 3 


CHAIN: NULL; j 


Compound 




SIGNALING PROTEIN 
PHOTORECEPTOR, G PROTEIN- 
COUPLED RECEPTOR, 
MEMBRANE PROTEIN, 2 RETINAL 
PROTEIN, VISUAL PIGMENT 


SIGNALING PROTEIN 
PHOTORECEPTOR, G PROTEIN- 
COUPLED RECEPTOR, 
MEMBRANE PROTEIN, 2 RETINAL 
PROTEIN, VISUAL PIGMENT 


ENDOCYTOSIS/EXOCYTOSIS C2- 
DOMAINS, C2B-DOMAIN, 
RABPHILIN, 

ENDOCYTOSIS/EXOCYTOSIS 






HYDROLASE, C2 DOMAIN, CALB 
DOMAIN 
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1 








w 


> 


> 


03 


> 
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CHAI 
NID 


















STAR 
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a 


a 






1.5e-13 


6e-23 




1.4e-90 




2.8e-15 


7e-15 




Psi Blast 


0.11 


0.03 
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Verify 


















n "° 


202.08 


202.08 








202.08 


202.08 




1 3 
n TS 




































SQFOL 
score 


NUMB PROTEIN; CHAIN: 
A; NUMB ASSOCIATE 
KINASE; CHAIN: B; 


XI 1; CHAIN: A, B; 
PEPTIDE; CHAIN: C, D 


RHODOPSIN; CHAIN: A, 
B 


RHODOPSIN; CHAIN: A, 
B 


RHODOPSIN; CHAIN: A, 
B 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 




Compound 


SIGNALING 

PROTEIN/TRANSFERASE NAK; 
COMPLEX, SIGNAL 
TRANSDUCTION, 
PHOSPHOTYROSINE BINDING 2 


COMPLEX (PEPTIDE BINDING 
MODULE/PEPTIDE), PEPTIDE 
BINDING 2 MODULE, PTB 
DOMAIN 


SIGNALING PROTEIN 
PHOTORECEPTOR, G PROTEIN- 
COUPLED RECEPTOR, 
MEMBRANE PROTEIN, 2 RETINAL 
PROTEIN, VISUAL PIGMENT 


SIGNALING PROTEIN 
PHOTORECEPTOR, G PROTEIN- 
COUPLED RECEPTOR, 
MEMBRANE PROTEIN, 2 RETINAL 
PROTEIN, VISUAL PIGMENT 


SIGNALING PROTEIN 
PHOTORECEPTOR, G PROTEIN- 
COUPLED RECEPTOR, 
MEMBRANE PROTEIN, 2 RETINAL 
PROTEIN, VISUAL PIGMENT 






CALCIUM-BINDING, HYDROLASE, 
3 GLYCOPROTEIN 
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lxll 


lshc 
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CHAI 
NID 






g 
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STAR 
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4.2e-24 
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7.5e-26 ' 


? 
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Psi Blast 
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If 
















» $ 


-1202.08 


-1202.08 


-1202.08 


-1202.08 


-1202.08 


-1202.08 




PMF 
score 
















G w 
















o 


PROTEIN KINASE C 
(BETA); CHAIN: A, B; 


PROTEIN KINASE C 
(BETA); CHAIN: A, B; 


NUMB PROTEIN; CHAIN: 
A; GPPY PEPTIDE; 
CHAIN: B; 


XI 1; CHAIN: A, B; 13- 
MER PEPTIDE; CHAIN: C, 
D; 


SHC; CHAIN: A; TRKA 
RECEPTOR 
PHOSPHOPEPTIDE; 
CHAIN: B; 


NUMB PROTEIN; CHAIN: 
A; NUMB ASSOCIATE 
KINASE; CHAIN: B; 




Compound 


CALCIUM-BINDING PROTEIN 
CALB; 

CALCIUM++/PHOSPHOLIPID 
BINDING PROTEIN, 2 CALCIUM- 
BINDING PROTEIN 


CALCIUM-BINDING PROTEIN 
CALB; 

CALCIUM-H-/PHOSPHOLIPID 
BINDING PROTEIN, 2 CALCIUM- 
BINDING PROTEIN 


CELL CYCLE/GENE REGULATION 
COMPLEX, SIGNAL 
TRANSDUCTION, 
PHOSPHOTYROSINE BINDING 2 
DOMAIN (PTB), ASYMETR IC 
CELL DIVISION 


COMPLEX (PEPTIDE BINDING 
MODULE/PEPTIDE), PTB DOMAIN 


COMPLEX (SIGNAL 
TRANSDUCTION/PEPTIDE) 
COMPLEX (SIGNAL ' 
TRANSDUCTION/PEPTIDE), 
PHOSPHOTYROSINE 2 BINDING 
DOMAIN (PTB) 


SIGNALING 

PROTEIN/TRANSFERASE NAK; 
COMPLEX, SIGNAL 
TRANSDUCTION, 
PHOSPHOTYROSINE BINDING 2 
DOMAIN (PTB), ASYMMETRIC 
CELL DIVISION 


DOMAIN (PTB), ASYMMETRIC 
CELL DIVISION 1 
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| 1153 


1153 
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> 


W 
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CEIAI 
NID 














s 








STAR 
TAA 


























5.6e-52 


4.5e-13 


1.5e-15 


3e-07 


3e-05 


0.003 




k 




Psi Blast 


| 0.10 


0.54 






1.27 


1.57 


2.03 


0.92 


1.25 




Verify 


j -1202.08 


-1202.08 






-1202.08 


-1202.08 


-1202.08 


-1202.08 


-1202.08 




PMF 






1 68.15 


61.82 














SEQFOL 
D score 


TRANSCRIPTIONAL 
1 REPRESSOR TUPl; 


TRANSCRIPTIONAL 
REPRESSOR TUPl; 
CHAIN: A, B, C; 


RHODOPSIN; CHAIN: A, 
B 


RHODOPSIN; CHAIN: A, 
B 


ALPHA-LYTIC 
PROTEASE; CHAIN: 
NULL; 


ALPHA-LYTIC 
PROTEASE; CHAIN: 
NULL; 


ALPHA-LYTIC 
PROTEASE; CHAIN: A; 


SERINE-CARBOXYL 
PROTEINASE; CHAIN: A; 
FRAGMENT OF 
TYROSTATIN; CHAIN: I; 


CUTINASE; CHAIN: 
NULL; 




Compound 


1 TRANSCRIPTION INHIBITOR 
| BETA-PROPELLER 


TRANSCRIPTION INHIBITOR 
BETA-PROPELLER 


SIGNALING PROTEIN 
PHOTORECEPTOR, G PROTEIN- 
COUPLED RECEPTOR, 
MEMBRANE PROTEIN, 2 RETINAL 
1 PROTEIN, VISUAL PIGMENT 


SIGNALING PROTEIN 
PHOTORECEPTOR, G PROTEIN- 
COUPLED RECEPTOR, 
MEMBRANE PROTEIN, 2 RETINAL 
PROTEIN, VISUAL PIGMENT 


SERINE PROTEASE SERINE 1 
PROTEASE, LOW TEMPERATURE, 
HYDROLASE, 2 SERINE 
PROTEINASE 1 


SERINE PROTEASE SERINE 
PROTEASE, LOW TEMPERATURE, 
HYDROLASE, 2 SERINE 
PROTEINASE 


HYDROLASE DOUBLE BETA 
BARREL, BACTERIAL SERINE 
PROTEASE 


HYDROLASE PSCP, 
PSEUDOMONAPEPSIN, 
PEPSTATIN-INSENSITIVE SERINE- 
CARBOXYL PROTEINASE 


SERINE ESTERASE HYDROLASE, 
SERINE ESTERASE, 
GLYCOPROTEIN 


PROTEINASE | 
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CHAI 
NID 










































STAR 
TAA 












s 
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? 


i 






t 


e-24 


1 


e-22 


e-22 


t 
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Blast 










0.76 








0.91 




Verify 
score 






j -1202.08 




-1202.08 








-1202.08 




PMF 
score 


j 73.37 


62.45 




| 62.82 




62.42 


61.05 


56.78 






SEQFOL 
D score 


POL POLYPROTEIN; 
| CHAIN: A; 


POL POLYPROTEIN; 
CHAIN: A, B; 


POL POLYPROTEIN; 
1 CHAIN: A, B; 


POL POLYPROTEIN; 
1 CHAIN: A, B; 


DEOXYURIDINE 5'- 
TRIPHOSPHATE 
NUCLEOTIDOHYDROLA 
SE; CHAIN: A; 


DEOXYURIDINE 5'- 
TRIPHOSPHATE 
NUCLEOTIDOHYDROLA 
SE; CHAIN: A; 


DEOXYURIDINE 5'- 
TRIPHOSPHATE 
NUCLEOTIDOHYDROLA 
SE; CHAIN: A; 


DEOXYURIDINE 5'- 
TR1PHOSPHATE 
NUCLEODITOHYDROLA 
SE; CHAIN: NULL; 


DEOXYURIDINE 5'- 
TRIPHOSPHATE 
NUCLEODITOHYDROLA 
SE; CHAIN: NULL; 


TRIPHOSPHATE 
NUCLEODITOHYDROLA 
SE; CHAIN: NULL; 


Compound 


VIRUS/VIRAL PROTEIN EIGHT 
| STRANDED BETA BARREL 


VIRUS/VIRAL PROTEIN EIGHT 
STRANDED BETA-BARREL 


VIRUS/VIRAL PROTEIN EIGHT 
STRANDED BETA-BARREL 


VIRUS/VIRAL PROTEIN EIGHT 
STRANDED BETA-BARREL 


HYDROLASE DUTPASE; JELLY 
ROLL, MERCURY DERIVATIVE 


HYDROLASE DUTPASE; JELLY 
ROLL, MERCURY DERIVATIVE 


HYDROLASE DUTPASE; JELLY 
ROLL, MERCURY DERIVATIVE 


HYDROLASE DUTPASE, DUTP 
PYROPHOSPHATASE; 
HYDROLASE, DUTPASE, EIAV, 
TRIMERIC ENZYME, ASPARTYL 
PROTEASE 


HYDROLASE DUTPASE, DUTP 
PYROPHOSPHATASE; 
HYDROLASE, DUTPASE, EIAV, 
TRIMERIC ENZYME, ASPARTYL 
PROTEASE 


PYROPHOSPHATASE; 
HYDROLASE, DUTPASE, EIAV, 
TRIMERIC ENZYME, ASPARTYL 
PROTEASE 
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CHAI 
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n 










2 








1.2e-35 


3.4e-37 


3.4e-37 


1.4e-46 


8.5e-47 


1.4e-39 




Psi Blast 


-0.34 




-0.33 


-0.21 


-0.33 


0.29 




Verify 
score 


TOO 




0.03 


0.11 


0.06 


-1202.08 




PMF 

score 




51.46 












SEQFOL 
D score 


HALOALKANE 
DEHALOGENASE; 1- 
CHLOROHEXANE 


2-HYDROXY-6-OXO-6- 
PHENYLHEXA-2,4- 
DIENOATE CHAIN: A; 


2-HYDROXY-6-OXO-6- 
PHENYLHEXA-2,4- 
DIENOATE CHAIN: A; 


CHLOROPEROXIDASE F; 
CHAIN: NULL; 


BROMOPEROXIDASE ! 
Al; CHAIN: NULL; 


HYDROLASE(ACID 
PROTEINASE) SIMIAN 
IMMUNODEFICIENCY 
VIRUS (SIV) 

PROTEINASE 1 SIP 3 (SIV 
MAC251-32H ISOLATE) 
(E.C.3.4.23.-) 1SIP4 


HYDROXYETHYLAMINE 
DIPEPTIDE ISOSTERE 
IIDA 5 


VIRUS TYPE 2 (HIV-2) 
PROTEASE IIDA 3 
COMPLEXBD WITH THE 
INHIBITOR BILA 1906 
CONTAINING THE IIDA 
4 


Compound 


HYDROLASE A/B HYDROLASE 
FOLD, DEHALOGENASE I-S BOND 


HYDROLASE BPHD; HYDROLASE, 
PCB DEGRADATION 


HYDROLASE BPHD; HYDROLASE, 
PCB DEGRADATION 


HALOPEROXIDASE 
HALOPEROXIDASE F; 
HALOPEROXIDASE, 
OXIDOREDUCTASE, PROPIONATE 
COMPLEX 


HALOPEROXIDASE 
CHLOROPEROXIDASE Al, 
HALOPEROXIDASE Al; 
HALOPEROXIDASE, 
OXIDOREDUCTASE 
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5.10E-10 
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? 


t 


1.4e-09 




Psi Blast 


0.02 






0.23 


0.11 


0.33 


-0.03 




score 


-0.19 






0.25 


0.95 


1.00 






PMF 

score 




329.79 














SEQFOL 
D score 


THROMBIN LIGHT 
CHAIN; CHAIN: A, B, C, 
D; THROMBIN HEAVY 
CHAIN; CHAIN: M, N, O, 
P; THROMBOMODULIN; 
CHAIN: I, J, K, L; 
THROMBIN INHIBITOR 


SULFUR-SUBSTITUTED 
RHODANESE; CHAIN: 
NULL; 


BETA-CATENIN; CHAIN: 
NULL; 


BETA-CATENIN; CHAIN: 
NULL; 


IMPORTIN ALPHA; 
CHAIN: A; 


KARYOPHERIN ALPHA; 
CHAIN: A, B; MYC 
PROTO-ONCOGENE 
PROTEIN; CHAIN: C, D, 
E, F; 


KARYOPHERIN ALPHA; 
CHAIN: A, B; MYC 
PROTO-ONCOGENE 
PROTEIN; CHAIN: C, D, 
E, F; 




Compound 


SERINE PROTEINASE 
COAGULATION FACTOR II; 
COAGULATION FACTOR II; 
FETOMODULIN, TM, CD 141 
ANTIGEN; EGR-CMK SERINE 
PROTEINASE, EGF-LIKE 
DOMAINS, ANTICOAGULANT 


TRANSFERASE TRANSFERASE, 

RHODANESE, 

SULFURTRANSFERASE 


ARMADILLO REPEAT 
ARMADILLO REPEAT, BETA- 
CATENIN, CYTOSKELETON 


STRUCTURAL PROTEIN 
ARMADILLO REPEAT, BETA- 
CATENIN, STRUCTURAL PROTEIN 


NUCLEAR IMPORT RECEPTOR 
KARYOPHERIN ALPHA; NUCLEAR 
IMPORT RECEPTOR, NUCLEAR 
LOCALIZATION SIGNAL, 2 
ARMADILLO REPEATS, 
AUTOINfflBITION, INTRASTERIC 
REGULATION 


TRANSPORT PROTEIN SERINE- 
RICH RNA POLYMERASE I 
SUPPRESSOR PROTEIN; ARM 
REPEAT 


TRANSPORT PROTEIN SERINE- 
RICH RNA POLYMERASE I 
SUPPRESSOR PROTEIN; ARM 
REPEAT 


SYSTEM i 
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1301 
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liak 








1 




w 




> 


a 


> 


> 


> 




CHAI 
NID 
















STAR 
TAA 
















Eg 


4.8e-06 


1 


1.4e-07 


0.00032 


9.6e-09 


9.6e-08 


4.8e-07 


Psi Blast 


0.38 




-0.48 


-0.20 


0.47 


-0.62 


-0.51 


Verify 


0.03 


0.01 


0.40 


0.37 


0.94 


0.17 


0.84 


PMF 
score 
















SEQFOL 
D score 


MYELIN PO PROTEIN; 
CHAIN: NULL; 


MHC CLASS II I-AK; 
CHAIN: A, B, P; HEN 
EGGWHITE LYSOZYME 
PEPTIDE 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN FC 
AND FRAGMENT B OF 
PROTEIN A COMPLEX 
1FC2 4 


COXSACKIE VIRUS AND 
ADENOVIRUS 
RECEPTOR; CHAIN: A, B; 


COXSACKIE VIRUS AND 
ADENOVIRUS 
RECEPTOR; CHAIN: A, B; 


GAMMA FC RECEPTOR 
CHAIN: C; FC 
FRAGMENT OF HUMAN 
IGGl; CHAIN: A, B; 


II 
H 

r 
\ 


HLA-A*0201; CHAIN: A, 
D; BETA-2 
MICROGLOBULIN; 
CHAIN: B, E; HTLV-1 
OCTAMERIC TAX 
PEPTIDE; CHAIN: C, F; 


Compound 


STRUCTURAL PROTEIN MYELIN, 
STRUCTURAL PROTEIN, 
GLYCOPROTEIN, 
TRANSMEMBRANE, 
PHOSPHORYLATION, 
IMMUNOGLOBULIN FOLD, 


HISTOCOMPATIBILITY ANTIGEN 
I-AK HISTOCOMPATIBILITY 
ANTIGEN, MHC, PEPTIDE 
COMPLEX 




VIRUS/VIRAL PROTEIN 
RECEPTOR IMMUNOGLOBULIN V 
DOMAIN FOLD, SYMMETRIC 
DIMER 


VIRUS/VIRAL PROTEIN 
RECEPTOR IMMUNOGLOBULIN V 
DOMAIN FOLD, SYMMETRIC 
DIMER 


COMPLEX CD16; IGGl-FC 
COMPLEX, FC FRAGMENT, IGG, 
FC, RECEPTOR, CD16, GAMMA 


IMMUNE SYSTEM 
IMMUNOGLOBULIN FOLD 


PDB annotation 
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? 3 i 


1 


1 


lmey 






lalh 


lalh 




Bg 
a 




O 


O 


o 






> 




CHAI 
NID 


















STAR 
TAA 






















5.1e-50 


1.5e-48 


1.7e-45 


0.0016 


1.2e-29 


3.4e-27 




Psi Blast 


0.19 


0.21 


-0.17 


-0.46 


0.76 


100 


-0.80 




score 




































II 


















SEQFOL 
D score 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


HALOALKANE 
DEHALOGENASE; 
CHAIN: NULL; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


QGSR ZINC FINGER 
PEPTIDE; CHAINrA; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B.C; 




Compound 


1 COMPLEX ( 
ZINC FINGI 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX ( 
ZINC FINGI 
INTERACTI 
2 CRYSTAL 
COMPLEX ( 


COMPLEX ( 
ZINC FINGI 
INTERACTI 
2 CRYSTAL 
COMPLEX* 


HYDROLAI 
HALOALIC 
ALPHA/BE! 


COMPLEX i 
COMPLEX l 
ZINC FINGI 
PROTEIN 


COMPLEX 
COMPLEX 
ZINC FING] 
PROTEIN 


SIGNAL, M 
ADHESION 


PDB annotation 


s§ 

2 o 
P 

Is 
§1 


° S 2 * ° 
^ n 5 o a 

ggggi 

1 1M 


ZINC FINGER/DNA) 
JR, PROTEIN-DNA 
ON, PROTEIN DESIGN, 
. STRUCTURE, 
ZINC FINGER/DNA) 


!E HYDROLASE, 
VNE DEHALOGEl" 
rA-HYDROLASE 


[ZINC FINGER/DNA) 
;ZINC FINGER/DNA), 
JR, DNA-BINDING 


(ZINC FINGER/DNA) 
(ZINC FINGER/DNA), 
BR, DNA-BINDING 


o h 

e 




* I * 


1 


I 





WO 03/054152 



PCT/US02/39555 



796 



1333 


1333 


1333 


1333 


1333 


1333 




l B l 


ltf6 


lqfm 


1 


I 


Imey 


i 




w 


> 


> 


o 


o 


O 






CHAI 
NID 
















STAR 
TAA 
















Sg 


t 


0.0002 


t 


5.1e-51 


3.4e-51 


3.4e-51 




Psi Blast 


-0.13 


0.23 


0.10 


0.30 




0.40 




Verify 


0.86 




1.00 


1.00 




1.00 




PMF 










107.37 






SEQFOL 
D score 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


PROLYL 

OLIGOPEPTIDASE; 
CHAIN: A; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


FINGER PROTEIN; 
CHAIN: C, F, G; 


Compound 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 


HYDROLASE PROLYL 
ENDOPEPTIDASE, POST-PROLINE 
CLEAVING PROLYL 
OLIGOPEPTIDASE, AMNESIA, 
ALPHA/BETA-HYDROLASE, 
BETA- 2 PROPELLER 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
i 2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 
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1333 
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1 








i 




eg 




> 


> 


> 
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STAR 
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1.6e-78 


5.1e-38 


6e-79 


1 




Psi Blast 


0.23 


-0.03 


0.25 




0.03 




Verify 
score 


1.00 


0.98 


0.94 




0.92 




PMF 
score 








110.10 






SEQFOL 
D score 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 




Compound 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
1 TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


ZINC FINGER PROTEIN 1 


PDB annotation 
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lubd 






O 


O 


O 
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CHAI 
NID 
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s 






STAR 
TAA 






1 


LLZ 


LLZ 






1 3.4e-35 


2e-60 


2e-60 


5.1e-35 






Psi Blast 


| 0.03 


0.18 




-0.02 


-0.10 




score 




1.00 




1.00 






PMF 
score 






90.99 








SEQFOL 
D score 


| YYl; CHAIN: C; ADENO- 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 




Compound 


| COMPLEX (TRANSCRIPTION 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPIION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


(TRANSCRIPTION 1 
REGULATION/DNA) ! 


PDB annotation 
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2gli 




lubd 


lubd 
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w 


> 
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CHAI 
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STAR 
TAA 














E| 


le-34 




1.7e-34 


? 


I 




Psi Blast 


0.20 


0.12 


-0.15 


0.28 


0.18 




Verify 
score 






0.27 


1.00 


1.00 




PMF 














SEQFOL 
D score 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


Compound 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIP TION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
j (TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIP TION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


PDB annotation 
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1334 
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BS 
w 
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CHAI 
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STAR 
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© 


1 3.4e-38 


le-36 


5.1e-36 


1.2e-42 


1.7e-24 


3.4e-34 


le-76 


4e-77 


4e-77 


Psi Blast 


1 


0.22 


0.05 


0.03 






0.36 


0.14 




Verify 
score 


| 0.75 | 


0.23 


0.21 


0.72 




0.94 


0.94 


0.81 




PMF 
score 










55.32 








98.74 


SEQFOL 
D score 


0 

3 

1 


GLUTATHIONE-S- 
TRANSFERASE; CHAIN: 
A; 


A, B; 

LACTOYLGLUTATHION 
E; CHAIN: C, D 


1 GLUTATHIONE S- 
TRANSFERASET: CHATN- 


GLUTATHIONE S- 
TRANSFERASE III; 
CHAIN: NULL; 


GLUTATHIONE S- 
TRANSFERASE; CHAIN: 
A, B; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


Compound 


TRANSFERASE GLUTATHIONE S- 


TRANSFERASE GST, 
GLUTATHIONE CONJUGATING, 
PUTATIVE OXIDOREDUCTASE 


COMPLEX 

(TRANSFERASE/LIGAND) 
COMPLEX 

(TRANSFERASE/LIGAND), 
TRANSFERASE, HERBICIDE 2 
DETOXIFICATION HEADER 


TRANSFERASE TRANSFERASE, 
HERBICIDE DETOXIFICATION 


TRANSFERASE GST, 
GLUTATHIONE TRANSFERASE; 
TRANSFERASE, GLUTAHIONE 
CONJUGATION, 
DETOXIFICATION, 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 
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B I 
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STAR 
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| 5.10E-71 


1.70E-50 


3.40E-70 


1.7e-37 


3.4e-37 


1.7e-36 


3.4e-35 




Psi Blast 




0.13 






0.20 


0.11 


0.09 




Verify 
score 


i 0.01 






0.33 


0.80 


0.75 






PMF 
score 






88.97 












SEQFOL 
D score 


1 ANTI-IDIOTYPIC FAB 


HUMAN 

IMMUNODEFICIENCY 
VIRUS TYPE 1 CAPSID 
CHAIN: A, B; ANTIBODY 
FAB25.3 FRAGMENT; 
CHAIN: H, K, L, M; 


FAB FRAGMENT, 
ANTIBODY A5B7; 
CHAIN: A, B, C, D; 


C 

r 
| 

> 


MU CLASS 
GLUTATHIONE S- 
TRANSFERASE OF 


TRANSFERASE(GLUTAT 
HIONE) GLUTATHIONE 
S-TRANSFERASE 
(HUMAN, CLASS MU) 
(GSTM2-2) IHNA 3 FORM 
A(E.C.2.5.1.18) MUTANT 
WITH TRP 214 
REPLACED BY PHE 
1HNA4(W214F) IHNA 5 


GLUTATHIONE 
TRANSFERASE; IGSE 6 
CHAIN: A, B; IGSE 7 


GLUTATHIONE 
TRANSFERASE Al-1; 
IGSD 5 CHAIN: A, B; 
1GSD6 


TRANSFERASE YA 1 
CHAIN; CHAIN: A, B; I 


Compound 


1 IMMUNOGLOBULIN 


COMPLEX (VIRAL 
CAPSID/IMMUNOGLOBULIN) HTV- 
1 CA, HIV CA, HIV P24 : P24; FAB, 
FAB LIGHT CHAIN, FAB HEAVY 
CHAIN COMPLEX (VIRAL 
CAPSID/IMMUNOGLOBULIN), 
HIV, CAPSID PROTEIN, 2 P24 


FRAGMENT 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, FAB 


i 


GLUTATHIONE TRANSFERASE 
RAT GST; GLUTATHIONE 
TRANSFERASE, ISOENZYME 3-3, 




TRANSFERASE (GLUTATHIONE) 
Al-1 IGSE 19 


TRANSFERASE (GLUTATHIONE) 


TRANSFERASE, GLUTATHIONE 
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lfbi 
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Cd 
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CHAI 
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STAR 
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6.80E-71 


6.80E-48 


1.40E-17 


5.10E-67 


4.10E-20 


1.70E-51 




Psi Blast 




0.02 


-0.13 




0.26 


-0.06 




Verify 




0.59 


0.24 




0.51 


0.12 




PMF 


79.17 






79.18 








SEQFOL 
D score 


IMMUNOGLOBULIN 
IGG2A FAB FRAGMENT 
(FAB 17/9) 1HIL3 


IMMUNOGLOBULIN FAB 
FRAGMENT OF 
HUMANIZED ANTIBODY 
4D5, VERSION 4 IFVD 3 


IMMUNOGLOBULIN FAB 
FRAGMENT OF 
HUMANIZED ANTIBODY 
4D5, VERSION 4 IFVD 3 


IMMUNOGLOBULIN/VIR 
US HEMAGGLUTININ 
IGG2A FAB FRAGMENT 
(FAB 26/9) COMPLEXED 
WITH INFLUENZA IFRG 
3 HEMAGGLUTININ HAl 
(STRAIN X47) 
(RESIDUES 101 - 108) 
IFRG 4 


FC RECEPTOR 
FC(GAMMA)RIIA; 
CHAIN: A; 


COMPLEX 

(ANTIBODY/ANTIGEN) 
FAB FRAGMENT OF THE 
MONOCLONAL 
ANTIBODY F9. 13.7 
(IGGl) IFBI 3 
COMPLEXED WITH 
LYSOZYME (E.C.3.2.1.17) 
IFBI 4 


R19.9 IFAI 3 
(IGG2B,KAPPA) IFAI 4 


Compound 










IMMUNE SYSTEM, MEMBRANE 
PROTEIN CD32; FC RECEPTOR, 
IMMUNOGLOULIN, LEUKOCYTE, 
CD32 






PDB annotation 
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808 



| 1348 


1348 


1348 


1348 


1348 


1348 


1348 


§ B 1 


| likf 








f 


f 




















CHAI 
NID 
















STAR 
TAA 


1 


t 






| 


g 






| 3.40E-51 








3.40E-51 


1.40E-72 


1.70E-68 


Psi Blast 


| 0.04 






-0.02 


0.11 


-0.02 




Verify 








0.13 


0.03 


0.07 




PMF 

score 




114.03 


124.15 








80.32 


SEQFOL 
D score 


COMPLEX 
1 (ANTIBIDY/IMMUNOSUP 


IGGl INTACT 
ANTIBODY MAB61.1.3; 
CHAIN: A, B, C, D 


IGG2A INTACT 
ANTIBODY -MAB231; 
CHAIN: A, B, C, D 


IGG2A INTACT 
ANTIBODY -MAB231; 
CHAIN: A, B, C, D 


COMPLEX 

(ANTIBODY/BINDING 
PROTEIN) IGGl FAB 
FRAGMENT 
COMPLEXEDWITH 
PROTEIN G (DOMAIN III) 
IIGC 5 PROTEIN G, 
STREPTOCOCCUS IIGC 
15 


COMPLEX 

(ANTIBODY/BINDING 
PROTEIN) IGGl FAB 
FRAGMENT 
COMPLEXEDWITH 
PROTEIN G (DOMAIN III) 
IIGC 5 PROTEIN G, 
STREPTOCOCCUS IIGC 
15 


IDIOTYPIC FAB 730.1.4 
(IGGl) OF VIRUS IIAI 5 
CHAIN: L, H; IIAI 7 
ANTI-IDIOTYPICFAB 
409.5.3 (IGG2A); IIAI 9 
CHAIN: M, I IIAI 10 


Compound 




IMMUNOGLOBULIN INTACT 
IMMUNOGLOBULIN, V REGION, C 
REGION, HINGE REGION 


IMMUNOGLOBULIN INTACT 
IMMUNOGLOBULIN V REGION C 
REGION, IMMUNOGLOBULIN 


IMMUNOGLOBULIN INTACT 
IMMUNOGLOBULIN V REGION C 
REGION, IMMUNOGLOBULIN 






COMPLEX (IMMUNOGLOBULIN 
IGG1/IGG2A) 


PDB annotation 



WO 03/054152 



PCT/US02/39555 




WO 03/054152 



PCT/US02/39555 



810 



1348 


1348 


1348 


1348 


1348 






lmfa 


lmcp 


Imco 


Imco 


Imco 




eg 
w 




a 


X 




a 




CHAI 
NID 




K 










STAR 
TAA 














n 


6.80E-24 


5.10E-35 


8.50E-98 


8.50E-98 


5.10E-35 




Psi Blast 


0.24 


0.29 




0.03 


-0.24 




score 


0.09 


0.51 




0.27 


0.09 




PMF 
score 






101.92 








SEQFOL 
D score 


IMMUNOGLOBULIN FV 
FRAGMENT (MURINE 
SE155-4) COMPLEX 
WITH THE 

TRISACCHARIDE: IMF A 
3 ALPHA-D- 
GALACTOSE(l- 
2)[ALPHA-D- 
ABEQUOSE(l-3)]ALPHA- 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN FAB 
FRAGMENT (MC/PC$603) 
1MCP4 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN Gl 
(IGGl) (MCG) WITH A 
HINGE DELETION IMCO 
3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN Gl 
(IGGl) (MCG) WITH A 
HINGE DELETION IMCO 
3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN Gl 
(IGGl) (MCG) WITH A 
HINGE DELETION IMCO 
3 


L SPECIFIC 
PHOSPHOLIPASE C 
DIABODY ILMK 3 
SYNONYMS: L5MK16 
DIABODY, SINGLE- 
CHAIN FV DIMER ILMK 
4 


Compound 
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| 1348 


1348 


1348 


1348 


1 1348 


1348 


1348 




? 3 I 


| lqok 


lqkz 


lpsk 


| 


1 


lnfd 


lnca 




Bg 
w 


> 


X 


X 


> 


X 




X 




CHAI 
NID 


















STAR 
TAA 


g 


















[3.40E-56 


6.80E-72 


6.80E-41 


1.70E-33 


1.70E-73 


1.70E-70 


5.10E-67 




Psi Blast 


1 0.04 


-0.09 


0.05 


0.02 










Verify 


1 -0.13 


0.12 


0.12 


0.69 


0.12 








PMF 












83.51 


78.54 




SEQFOL 
D score 


| MFE-23 RECOMBINANT 


ANTIBODY; CHAIN: H, L; 
PROTEIN G-PRIME; 
CHAIN: A; MAJOR 
OUTER MEMBRANE 
PROTEIN PI. 16; CHAIN: 
P; 


ANTIBODY; CHAIN: L, H; 


SINGLE-CHAIN 
ANTIBODY FRAGMENT; 
CHAIN: A, C; 


N1G9 (IGG1=LAMBDA=); | 
1 CHAIN: L, H; 


N15 ALPHA-BETA T- 
CELL RECEPTOR; 
CHAIN: A, B, C, D; H57 
FAB; CHAIN: E, F, G, H 


HYDROLAS E(0- 
GLYCOSYL) N9 
NEURAMINIDASE-NC41 
(E.C.3.2.1.18) COMPLEX 
WITH FAB INCA 3 


IMFA 4 D-MANNOSE 
(Pl-OME) (PART OF THE 
CELL-SURFACE 
CARBOHYDRATE IMFA 
5 OF PATHOGENIC 
SALMONELLA) IMFA 6 


Compound 


| IMMUNOGLOBULIN 


IMMUNE SYSTEM FAB, PORA, 
NEISSERIA MENINGITIDIS, PORIN 


IMMUNOGLOBULIN FAB, GD2- 
GANGLIOSIDE, CARBOHYDRATE, 
MELANOMA, IMMUNOGLOBULIN 


HEAVY (VH) DOMAIN, VARIABLE 
LIGHT (VL) ANTIBODY 
FRAGMENT, MULTIVALENT 
ANTIBODY, DIABODY, DOMAIN 2 
SWAPPING, IMMUNOGLOBULIN 


6 

X 

< 


1 IMMUNOGLOBULIN 
IMMUNOGLOBULIN, 


COMPLEX 

(IMMUNORECEPTOR/IMMUNOGL 
OBULIN) COMPLEX 
(IMMUNORECEPTOR/IMMUNOGL 
OBULIN) 
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812 



1348 
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1348 
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1348 








ltet 


| 


1 


1 


Isbs 


Isbs 




lqok 




S3 

W 


X 


X 




X 


in 


X 


to 


> 




CHAI 
NID 








K 








g 




STAR 
TAA 








1 














l.OOE-65 


8.50E-73 


8.50E-73 


1.20E-50 


6.80E-72 


6.80E-72 


5.10E-45 


1.70E-34 




Psi Blast 








-0.02 




0.23 


0.24 


0.36 




Verify 
score 












0.54 




0.41 




PMF 
score 


78.05 


79.3 






80.32 










SEQFOL 
D score 


IMMUNOGLOBULIN 
IGGl MONOCLONAL 
FAB FRAGMENT (TE33) 


SM3 ANTIBODY; CHAIN: 
L, H; PEPTIDE EPITOPE; 
CHAIN: P; 


SM3 ANTIBODY; CHAIN: 
L, H; PEPTIDE EPITOPE; 
CHAIN: P; 


MONOCLONAL 
ANTIBODY 3A2; CHAIN: 
H, L: 


MONOCLONAL 
ANTIBODY 3A2; CHAIN: 
H,L; 


MONOCLONAL 
ANTIBODY 3A2; CHAIN: 
H,L; 


IGG3-KAPPA ANTIBODY 
(LIGHT CHAIN); CHAIN: 
A, C; IGG3-KAPPA 
ANTIBODY (HEAVY 
CHAIN); CHAIN: B, D; 


MFE-23 RECOMBINANT 
ANTIBODY FRAGMENT; 
CHAIN: A; 


ANTIBODY FRAGMENT; 
CHAIN: A; 


Compound 




COMPLEX (ANTIBODY/PEPTIDE 
EPITOPE) ANTIBODY, PEPTIDE 
ANTIGEN, ANTITUMOR 
ANTIBODY, 2 COMPLEX 
(ANTIBODY/PEPTIDE EPITOPE) | 


COMPLEX (ANTIBODY/PEPTIDE 
EPITOPE) ANTIBODY, PEPTIDE 
ANTIGEN, ANTITUMOR 
ANTIBODY, 2 COMPLEX 
(ANTIBODY/PEPTIDE EPITOPE) 


MONOCLONAL ANTIBODY 
MONOCLONAL ANTIBODY, FAB- 
, FRAGMENT, REPRODUCTION 


MONOCLONAL ANTIBODY 
MONOCLONAL ANTIBODY, FAB- 
FRAGMENT, REPRODUCTION 


MONOCLONAL ANTIBODY 
MONOCLONAL ANTIBODY, FAB- 
FRAGMENT, REPRODUCTION 


IMMUNE SYSTEM PRELIMINARY, 
IMMUNE SYSTEM 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN, SINGLE- 
CHAIN FV, ANTI- 

CARCINOEMBRYONIC 2 ANTIGEN 


IMMUNOGLOBULIN, SINGLE- 
CHAIN FV, ANTI- 

CARCINOEMBRYONIC 2 ANTIGEN 
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1348 


















i B l 


6fab 


2hlp 


1 


H 




bf 


| 


Ivhp 




eg 


X 


X 




X 












CHAI 
NID 




U 






g 


§ 








STAR 
TAA 


| 


1 
















n 


6.80E-50 


6.80E-53 


1.20E-73 


1.70E-34 


6.80E-47 


1.00E-15 


8.20E-14 


1.20E-47 




Psi Blast 


-0.07 


-0.14 


0.09 


0.19 


-0.01 


0.01 


0.02 


0.11 




score 




0.07 


0.53 


0.62 


0.33 


-0.01 


0.13 


-0.19 




PMF 
score 




















SEQFOL 
D score 


IMMUNOGLOBULIN 
ANTIGEN-BINDING 
FRAGMENT OF THE 
MURINE ANTI- 


2H1; CHAIN: L, H; PAl; 
CHAIN: P; 


IMMUNOGLOBULIN 
IGG2A FAB FRAGMENT 
(CNJ206) 2GFB 3 


IMMUNOGLOBULIN 
IG*A FAB FRAGMENT 
(.T539) (GALACTAN- 
BINDING) 2FBJ 3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN FAB 
2FB4 4 


IGG 5C8; CHAIN: L, H; 


T-CELL SURFACE 
GLYCOPROTEIN CD4; 
CHAIN: A, B; 


VH-P8; CHAIN: NULL; 


COMPLEX WITH 
CHOLERA ITET 3 TOXIN 
PEPTIDE 3 (CTP3) ITET 4 


Compound 




COMPLEX (ANTIBODY/PEPTIDE) 
ANTIBODY STRUCTURE, 
CRYPTOCOCCUS, PEPTIDE, 
PHAGE LIBRARY, 2 
POLYSACCHARIDE, COMPLEX 
(ANTIBODY/PEPTIDE) 








CATALYTIC ANTIBODY 
CATALYTIC ANTIBODY, FAB, 
RING CLOSURE REACTION 


TRANSMEMBRANE, 
GLYCOPROTEIN, T-CELL, 2 MHC 
LIPOPROTEIN, POLYMORPHISM | 


GLYCOPROTEIN CD4; 1 
IMMUNOGLOBULIN FOLD. 


IMMUNOGLOBULIN NMR, VH 
DOMAIN, ANTIBODY, HUMAN, 
IMMUNOGLOBULIN 
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j 1356 


1356 


1356 


1356 


1356 


1356 




2 B CO 


| lbih 


lbbj 


c? 






! 






> 




> 


> 


r 


c 




CHAI 
NID 




B 












STAR 
TAA 








is 




i* 






j 1.5e-55 




1.7e-22 


1.7c-22 


1.2e-21 


1.4e-22 




Psi Blast 






-0.03 




-0.07 


0.10 




Verify 
score 










0.31 


0.80 




PMF 


| 115.28 






74.61 








SEQFOL 
D score 


| HEMOLIN; CHAIN: A, B; 


IMMUNOGLOBULIN 
FAB' FRAGMENT OF 
MONOCLONAL 
ANTIBODY B72.3 IBBI 3 
(MURINE/HUMAN 
CHIMERA) 1BBJ4 


IMMUNOGLOBULIN; 
CHAIN: A, B; 


IMMUNOGLOBULIN; 
CHAIN: A, B; 


ANTIBODY; CHAIN: L, H; 


ANTIBODY (LIGHT 
CHAIN); CHAIN: L; 
ANTIBODY (HEAVY 
CHAIN); CHAIN: H; 


CHAIN); CHAIN: H; 


Compound 


1 INSECT IMMUNITY INSECT 
| IMMUNITY, LPS-BINDING, 




IMMUNOGLOBULIN 
IMMUNOGLOBULIN, KAPPA 
LIGHT-CHAIN DIMER HEADER 


IMMUNOGLOBULIN 1 
IMMUNOGLOBULIN, KAPPA 
LIGHT-CHAIN DIMER HEADER 


INTERFERON 


HUMANIZED AND CHIMERIC 
ANTIBODIES, 2 FAB, X-RAY 
STRUCTURES, GAMMA- 


ANTIBODY ENGINEERING 1 
ANTIBODY ENGINEERING, j 


IMMUNE SYSTEM 
IMMUNOGLOBULIN; 
IMMUNOGLOBULIN ANTIBODY 
ENGINEERING, HUMANIZED AND 
CHIMERIC ANTIBODY, FAB, 2 X- 
RAY STRUCTURE, THREE- 
DIMENSIONAL STRYCTURE, 
GAMMA- 3 INTERFERON, 
IMMUNE SYSTEM 


ENGINEERING, HUMANIZED AND 
CHIMERIC ANTIBODY, FAB, 2 X- 
RAY STRUCTURE, THREE- 
DIMENSIONAL STRYCTURE, 
GAMMA- 3 INTERFERON, 
IMMUNE SYSTEM 


PDB annotation 



WO 03/054152 



PCT/US02/39555 




WO 03/054152 



PCT/US02/39555 



817 



| 1356 
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1356 


1356 


1 1356 1 




? B 1 


|lcvs 


1 


Icvs 


Icvs 


Icvs I 






S I 


O 


o 


o 


O 


O 


> 




CHAI 
NID 


£ 














STAR 
TAA 






§ 










t| 


| 1.2e-42 


1.4e-28 


I 


E 


I.2e-42 






Psi Blast 


| 0.28 


0.03 


-0.07 


0.07 


0.32 


0.23 




Verify 1 


| 0.47 


0.10 


0.03 


-0.18 


0.52 


0.55 1 




PMF 
score 
















SEQFOL 
D score 


1 FIBROBLAST GROWTH 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


AXONIN-1; CHAIN: A; | 


CAMPATH- 1 H:HEAVY 
CHAIN; CHAIN: H; 
PEPTIDE ANTIGEN; 
CHAIN: P; 


Compound 


| GROWTH FACTOR/GROWTH 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


CELL ADHESION NEURAL CELL 1 
ADHESION 1 
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| 1356 


1356 


1356 


1356 


1356 




^1 


| Idee 


§ 


Icvs 


Icvs 


Icvs 




9g 


> 


r 


O 


O 


O 




CHAI 
NID 


Eg 








1 




STAR 
TAA 






B 




8 






| 1.4e-22 


3.4e-22 


le-26 


le-11 


I 




Psi Blast 


| 0.10 


-0.08 


-0.12 


-0.14 


0.16 




Verify 
score 


| 0.43 


0.65 


0.37 


0.33 


-0.14 




PMF 
score 














SEQFOL 
D score 


1 IGM RF 2A2; CHAIN: A, 
I C, E; IGM RF 2A2; 


CHIMERIC GERMLINE 
PRECURSOR OF OXY- 
COPE CHAIN: L; 
CHIMERIC GERMLINE 
PRECURSOR OF OXY- 
COPE CHAIN: H; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


Compound 


| IMMUNE SYSTEM FAB-IBP 

1 COMPLEX CRYSTAL STRUCTURE 


IMMUNE SYSTEM IMMUNE 
SYSTEM 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 
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| 1356 


1356 


1356 


1356 
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1356 




§ 5 1 




1 


lev2 




I 


1 




Bg 

w 


O 




O 


O 








CHAI 
NID 
















STAR 
TAA 












to 






1.7e-41 


? 


1.7e-ll 


1.7e-36 


t 


? 




Psi Blast 


0.23 


0.14 


-0.03 


0.10 


0.29 


0.24 




Verify 
i score 


J 0.39 


0.42 


0.24 


-0.07 


0.23 


0.15 




PMF 
score 
















SEQFOL 
D score 


FIBROBLAST GROWTH 
1 FACTOR 1; CHAIN: A, B; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAIN: E, 
F, G, H; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAIN: E, 
F, G, H; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAPN: E, 
F, G, H; 


P 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2: CHAIN: E. 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAIN: E, 
F, G, H; 


GROWTH FACTOR 
RECEPTOR 2; CHAIN: E, 
F, G, H; 


Compound 


j GROWTH FACTOR/GROWTH 

| FACTOR RECEPTOR FGFl; FGFRl; 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 
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1356 




2 H SS 


1 


Ifhg 




Ifcg 


5 


levt 


levt 




S3 

w 


> 


> 


> 


> 


> 


O 


O 




CHAI 
NID 










" 








STAR 
TAA 




5 




s 










i| 






I 












E? 




z 








3-25 






Blast 




































rify 
ire 


















II 




































SEQFOL 
D score 


j TELOKIN; CHAIN: A 


TELOKIN; CHAIN: A 


FC RECEPTOR 
FC(GAMMA)RHA; 
CHAIN: A; 


FC RECEPTOR 
FC(GAMMA)RIIA; 
CHAIN: A; 


HIGH AFFINITY 
IMMUNOGLOBULIN 
EPSILON RECEPTOR 
CHAIN: A; 


FIBROBLAST GROWTH 
FACTOR 1; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 1; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


Compound 


CONTRACTILE PROTEIN 
| IMMUNOGLOBULIN FOLD, BETA 


CONTRACTILE PROTEIN 
IMMUNOGLOBULIN FOLD, BETA 
BARREL 


IMMUNE SYSTEM, MEMBRANE 
PROTEIN CD32; FC RECEPTOR, 
IMMUNOGLOULIN, LEUKOCYTE, 
CD32 


IMMUNE SYSTEM, MEMBRANE 
PROTEIN CD32; FC RECEPTOR, 
IMMUNOGLOULIN, LEUKOCYTE, 
CD32 


IMMUNE SYSTEM FC-EPSILON RI- 
ALPHA; IMMUNOGLOBULIN 
FOLD, GLYCOPROTEIN, 
RECEPTOR, IGE-BINDING 2 
PROTEIN 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGFl; FGFRl; 
IMMUNOGLOBULIN (IG) LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGFl; FGFRl; 
IMMUNOGLOBULIN (IG) LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


IMMUNOGLOBULIN (IG) LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


PDB annotation 



WO 03/054152 



PCT/US02/39555 




WO 03/054152 



PCT/US02/39555 




WO 03/054152 



PCT/US02/39555 



824 



1356 
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1356 
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i 5 l 


f 


2fcb 


2fcb 


E? 
3 


1 


lnfd 


lnct 






> 
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CHAI 
NID 
















STAR 
TAA 










ZZZ 








5.1e-23 


8.5e-14 


3.4e-18 


1.5e-14 


1.7e-16 


5.1e-25 


1.5e-14 


Psi Blast 


-0.07 




0.01 


-0.03 






0.11 


Verify 
score 


0.29 


0.01 


-0.18 






: 0.74 


0.05 


PMF 
score 










76.74 






SEQFOL 
D score 


IMMUNOGLOBULIN FAB 
FRAGMENT OF A 
HUMANIZED VERSION 


FC GAMMA RIIB; 
CHAIN: A; 


FC GAMMA RIIB; 
CHAIN: A; 


MUSCLE PROTEIN TITIN 
MODULE M5 
(CONNECTIN) ITNM 3 
(NMR, MINIMIZED 
AVERAGE STRUCTURE) 
ITNM 4 ITNM 58 


FAB 184.1; CHAIN: L, H; 
OUTER SURFACE 
PROTEIN A; CHAIN: O; 


N15 ALPHA-BETA T- 
CELL RECEPTOR; 
CHAIN: A, B, C, D; H57 
FAB; CHAIN: E, F, G, H 


TITIN; CHAIN: NULL; 


Compound 




IMMUNE SYSTEM CD32; 
RECEPTOR, FC, CD32, IMMUNE 
SYSTEM 


IMMUNE SYSTEM CD32; 
RECEPTOR, FC, CD32, IMMUNE 
SYSTEM 




COMPLEX 

(IMMUNOGLOBULIN/LIPOPROTEI 
N) OSPA; COMPLEX 
(TMMUNOGLORULIN/LTPOPROTET 
N), OUTER SURFACE 2 PROTEIN A 
COMPLEXED WITH FAB184.1, 
BORRELIA BURGDORFERI 3 
I STRAIN B31 


1 (IMMUNORECEPTOR/IMMUNOGL 
OBULIN) COMPLEX 
(IMMUNORECEPTOR/IMMUNOGL 
OBULIN) 


COMPLEX 


MUSCLE PROTEIN CONNECTIN, 
1 NEXTM5; CELL ADHESION, 
GLYCOPROTEIN, 
TRANSMEMBRANE, REPEAT, 
BRAIN, 2 IMMUNOGLOBULIN 
FOLD, ALTERNATIVE SPLICING, 
i SIGNAL, 3 MUSCLE PROTEIN 


PDB annotation 
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| 1367 


1367 


1 1367 
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1 Ibli 


a* 
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I 
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03 


> 


> 
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> 


> 






CHAI 
NID 


















STAR 
TAA 










jo 








n 


\ 1.7e-43 


1.7e-43 


j 4.2e-30 


8.5e-29 


t 


1.70-21 


3.4e-12 




Psi Blast 


1 -0.27 




-0.05 


0.18 






0.21 




Verify 
score 


| 0.98 




0.76 


0.94 










PMF 
score 




50.95 






73.89 


77.52 






SEQFOL 
D score 


| RIBONUCLEASE; CHAIN: 


RIBONUCLEASE; CHAIN: 
A, B; 


HYDROLASE 
| ANGIOGENIN; CHAIN: A; 


IMMUNOGLOBULIN FAB 
FRAGMENT FROM 
HUMAN 

IMMUNOGLOBULIN 
IGGl (LAMBDA, HIL) 
8FAB3 


IMMUNOGLOBULIN FAB 
FRAGMENT FROM 
HUMAN 

IMMUNOGLOBULIN 
IGGl (LAMBDA, HIL) 
8 FAB 3 


METAL CHELATASE 
CATALYTIC ANTIBODY; 
CHAIN: A, C; METAL 
CHELATASE 
CATALYTIC ANTIBODY; 
CHAIN: B, D; 


NEURAL CELL 
ADHESION MOLECULE; 
CHAIN: NULL; 


OF THE ANTI-CD1 8 
2FGW 3 ANTIBODY 'H52' 
(HUH52-OZ FAB) 2FGW 4 


Compound 


| MOLECULAR EVOLUTION 


MOLECULAR EVOLUTION 
MOLECULAR EVOLUTION, 
RIBONUCLEASE 


HYDROLASE HYDROLASE 
(VASCULARIZATION) 






IMMUNE SYSTEM METAL 
CHELATASE, CATALYTIC 
ANTIBODY, FAB FRAGMENT, 
IMMUNE 2 SYSTEM 


CELL ADHESION NCAM DOMAIN 
1; CELL ADHESION, 
GLYCOPROTEIN, HEPARIN- 
BINDING, GPI-ANCHOR, 2 
NEURAL ADHESION MOLECULE, 
IMMUNOGLOBULIN FOLD, 
SIGNAL 
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CHAI 
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STAR 
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1.7e-41 




3.4e-34 


1.7e-39 


3.4e-41 


3.4e-44 


5.1e-42 




Psi Blast 


0.00 


-0.13 


0.10 


-0.51 




0.16 


-0.47 




score 




0.93 


0.96 


0.88 


1.00 


0.93 


0.66 




PMF 
score 


















SEQFOL 
D score 


RIBONUCLEASE; CHAIN: 
A; 


HYDROLASE(PHOSPHO 
RIC DIESTER, RNA) 
RIBONUCLEASE S 
(E.C.3.1.27.5)(PH5.5) 
1RNU3 


RIBONUCLEASE 4; 
CHAIN: A, B; 


HYDROLASE(PHOSPHO 
RIC DIESTER,RNA) 
RIBONUCLEASE S 
(E.C.3. 1.27.5) MUTANT 
WITH MET 13 
REPLACED BY IRBD 3 
ALPHA-AMTNO- 
NORMAL-BUTYRIC 
ACID (Ml 3 ABA) IRBD 4 


EOSINOPHIL CATIONIC 
PROTEIN; CHAIN: A; 


RIBONUCLEASE A; 
CHAIN: A, B; 


HYDROLASE(PHOSPHO 
RIC DIESTER.RNA) 
RIBONUCLEASE 
(BOVINE, SEMINAL) (BS- 
RNASE) 1BSR3 


« 


Compound 


HYDROLASE RNASE A; 
HYDROLASE(PHOSPHORIC 
DIESTER), RIBONUCLEASE 




HYDROLASE RNASE 4; 
HYDROLASE, RIBONUCLEASE, 
PHOSPHODIESTERASE 




RIBONUCLEASE RIBONUCLEASE 
3, RNASE 3 EOSINOPHIL, 
RIBONUCLEASE, CYTOTOXICITY 


HYDROLASE (PHOSPHORIC 
DIESTER) RIBONUCLEASE, 
DEAMIDATION, ULTRA-HIGH 
RESOLUTION 




MOLECULAR EVOLUTION, 
RIBONUCLEASE | 
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NID 


















STAR 
TAA 




K 








5 






n 


j le-47 


z 


8.5e-49 


1 


0.006 


3.4e-65 


1.7e-75 


1.7e-39 


Psi Blast 


| 0.01 




0.31 


-0.92 


0.84 






-0.20 


Verify 
score 






1.00 


0.01 


0.19 








PMF 
score 




77.74 








225.00 


166.81 




SEQFOL 
D score 


| HYDROLASE(PHOSPHO 


RIBONUCLEASE; CHAIN: 
A, B; 


RIBONUCLEASE; CHAIN: 
A, B; 


RHODOPSIN; CHAIN: A, 
B 


| NULL; 


! ALPHA-LYTIC \ 
i PROTEASE; CHAIN: , 


CYCLOPHILIN B; ICYN 6 
CHAIN: A; ICYN 7 [D- 
(CHOLINYL)ALA]8- 
CYCLOSPORIN; ICYN 10 
, CHAIN: C; ICYN 11 


CYCLOPHILIN A; 
CHAIN: A; PEPTIDE 
FROM THE HIV-1 
CAPSID PROTEIN; 
CHAIN: B; 


HYDROLASE (NUCLEIC 
ACID,RNA) 
SEMISYNTHETIC 
RIBONUCLEASE A 
(R*NASE 1- 
118(COLON)lll-124) 
1SRN 3 (E.C.3.1.27.5) 
ISRNAl 1SRNA 2 


Compound 




MOLECULAR EVOLUTION 
MOLECULAR EVOLUTION, 
RIBONUCLEASE 


MOLECULAR EVOLUTION 
MOLECULAR EVOLUTION, 
RIBONUCLEASE 


SIGNALING PROTEIN 
PHOTORECEPTOR, G PROTEIN- 
COUPLED RECEPTOR, 
MEMBRANE PROTEIN, 2 RETINAL 
PROTEIN, VISUAL PIGMENT 


HYDROLASE, 2 SERINE 
1 PROTEINASE 


SERINE PROTEASE SERINE 
| PROTEASE, LOW TEMPERATURE, 


COMPLEX 

(ISOMERASE/IMMUNOSUPPRESS 
ANT) CYCLOSPORIN, ISOMERASE, 
ROTAMASE, SIGNAL ICYN 19 


CYCLOPHILIN A, HIV-1 CAPSID, 2 
PSEUDO-SYMMETRY 


33 
11 

s| 

0 o 

11 

II 
33 

o o 
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lrnf 
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B 








n 


5 














^§ 


3.4e-49 


3.4e-49 


5.1e-45 


1 


3.4e-49 


1.7e-35 




Psi Blast 




0.25 1 


0.04 




0.36 






Verify 
score 




0.99 


0.99 










PMF 


80.10 






79.09 




58.15 




SEQFOL 
D score 


HYDROLASE (NUCLEIC 
ACID,RNA) 
SEMISYNTHETIC 
RIBONUCLEASEA 
(R*NASE 1- 
118(COLON)lll-124) 
1SRN3(E.C.3.1.27.5) 
ISRNAl 1SRNA2 


HYDROLASE (NUCLEIC 
ACID.RNA) 
SEMISYNTHETIC 
RIBONUCLEASE A 
(R*NASE 1- 
118(COLON)l 11-124) 
1SRN3(E.C.3.1.27.5) 
ISRNAl 1SRNA2 


RIBONUCLEASE; CHAIN: 
A; 


HYDROLASE(PHOSPHO 
RIC DIESTER,RNA) 
RIBONUCLEASE S 
(E.C.3. 1.27.5) (PH5.5) 
1RNU3 


HYDROLASE(PHOSPHO 
RIC DIESTERjRNA) 
RIBONUCLEASE S 
(E.C.3.1.27.5)(PH5.5) 
1RNU3 


RIBONUCLEASE 4; 
CHAIN: A, B; 


CHAIN: A, B; 


Compound 






HYDROLASE RNASE A; 
HYDROLASE(PHOSPHORIC 
: DIESTER), RIBONUCLEASE 






HYDROLASE RNASE 4; 
HYDROLASE, RIBONUCLEASE, 
PHOSPHODIESTERASE 


HYDROLASE, RIBONUCLEASE, 
PHOSPHODIESTERASE 


PDB annotation 



WO 03/054152 



PCT/US02/39555 




WO 03/054152 



PCT/US02/39555 



831 



1427 


1427 


1427 


1427 


1427 


1427 


1427 


§ 9 I 


Idee 


IdOb 




levs 
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CHAI 
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STAR 
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4e-14 


3.4e-22 


5.1e-06 


le-16 


1.4e-06 


4e-13 


1.7e-10 


Psi Blast 


0.37 


0.61 


0.24 


0.50 


0.15 


0.27 


-0.17 


Verify 
score 


0.86 


0.96 


0.10 


0.62 


0.16 


0.24 


0.22 


PMF 
score 
















SEQFOL 
D score 


RAB 

GERANYLGERANYLTRA 
NSFERASE ALPHA 
SUBUNIT; CHAIN: A, C; 
RAB 

GERANYLGERANYLTRA 
NSFERASE BETA 


INTERNA LIN B; CHAIN: 
A; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


AXONIN-1; CHAIN: A; | 


AXONIN-1; CHAIN: A; 


Compound 


TRANSFERASE CRYSTAL 
STRUCTURE, RAB 
GERANYLGERANYLTRANSFERAS 
E, 2.0 A 2 RESOLUTION, N- 
FORMYLMETHIONINE, ALPHA 
SUBUNIT, BETA SUBUNIT 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF, FGFR, 
IMMUNOGLOBULIN-LIKE, 
SIGNAL TRANSDUCTION, 2 
DIMERIZATION, GROWTH 
FACTOR/GROWTH FACTOR 
RECEPTOR 


CELL ADHESION NEURAL CELL 
ADHESION 


CELL ADHESION NEURAL CELL 
ADHESION 
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CHAI 
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STAR 
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1 








n 




2e-14 


2e-14 


2e-17 


1.2e-18 


8.5e-10 




Psi Blast 




0.34 


0.32 


0.57 


0.22 


0.45 




Verify 
score 


0.59 


0.35 


0.22 


0.37 


0.65 


1.00 




PMF 
score 
















SEQFOL 
D score 


TELOKIN; CHAIN: A 


FIBROBLAST GROWTH 
FACTOR 1; CHAIN: A, B; 
FIBROBLAST GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: C, D; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAIN: E, 
F, G, H; 


FIBROBLAST GROWTH 
FACTOR 2; CHAIN: A, B, 
C, D; FIBROBLAST 
GROWTH FACTOR 
RECEPTOR 2; CHAIN: E, 
F, G, H; 


OUTER ARM DYNEIN; 
CHAIN: A; 


SUBUNIT; CHAIN: B, D; | 


RAB 

GERANYLGERANYLTRA 
NSFERASE ALPHA 
SUBUNIT; CHAIN: A, C; 
RAB 

GERANYLGERANYLTRA 
NSFERASE BETA 


SUBUNIT; CHAIN: B, D; | 


Compound 


CONTRACTILE PROTEIN 
IMMUNOGLOBULIN FOLD, BETA 
| BARREL 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGFl; FGFRl; 
IMMUNOGLOBULIN (IG) LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


GROWTH FACTOR/GROWTH 
FACTOR RECEPTOR FGF2; FGFR2; 
IMMUNOGLOBULIN (IG)LIKE 
DOMAINS BELONGING TO THE I- 
SET 2 SUBGROUP WITHIN IG-LIKE 
DOMAINS, B-TREFOIL FOLD 


CONTRACTILE PROTEIN 
LEUCINE-RICH REPEAT, BETA- 
BETA-ALPHA CYLINDER, 
DYNEIN, 2 CHLAMYDOMONAS, 
FLAGELLA 


TRANSFERASE CRYSTAL 
STRUCTURE, RAB 
GERANYLGERANYLTRANSFERAS 
E, 2.0 A 2 RESOLUTION, N- 
FORMYLMETHIONINE, ALPHA 
SUBUNIT, BETA SUBUNIT 




PDB annotation 



WO 03/054152 



PCT/US02/39555 



833 



1427 


1427 


1427 




























lfiih 






W 


► 


W 


a 


> 




> 






> 


CHAI 
NID 






S 














STAR 
TAA 












t 
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1.4e-ll 


Ue-05 


6.8e-05 


1.7e-05 


6.8e-05 


0.00014 


6.8e-06 


4e-07 


4e-07 


Psi Blast 


0.09 


0.15 


-0.49 


0.02 


-0.44 


0.05 


-0.42 


0.37 




Verify 
score 


-0.12 




0.43 


0.23 


0.51 


0.39 


0.43 


0.33 




PMF 
score 


















72.40 


SEQFOL 
D score 


SKP2; CHAIN: A, C, E, G, 
I, K, M, O; SKPl; CHAIN: 
B, D, F, H, J, L, N, P; 


NUCLEAR RNA EXPORT 
FACTOR 1; CHAIN: A, B; 


NUCLEAR RNA EXPORT 
FACTOR 1; CHAIN: A, B; 


NUCLEAR RNA EXPORT 
FACTOR 1; CHAIN: A, B; 


NUCLEAR RNA EXPORT 
FACTOR 1; CHAIN: A, B; 


FIBRONECTIN; CHAIN: 
A; 


FIBRONECTIN; CHAIN: 

A; 


FIBRONECTIN; CHAIN: 
A; 


FIBRONECTIN; CHAIN: 
A; 


Compound 


LIGASE CYCLIN A/CDK2- 
ASSOCIATED PROTEIN P45; 
CYCLIN A/CDK2-ASSOCIATED 
PROTEIN P19; SKPl, SKP2, F-BOX, 
LRR, LEUCINE-RICH REPEAT, SCF, 
UBIQUITIN, 2 E3, UBIQUITIN 


RNA BINDING PROTEIN TAP 
(NFXl); RIBONUCLEOPROTEIN 
(RNP.RBD OR RRM) AND 
LEUCINE-RICH-REPEAT 2 (LRR) 


RNA BINDING PROTEIN TAP 
(NFXl); RIBONUCLEOPROTEIN 
(RNP,RBD OR RRM) AND 
LEUCINE-RICH-REPEAT 2 (LRR) 


RNA BINDING PROTEIN TAP 
(NFXl); RIBONUCLEOPROTEIN 
(RNP,RBD OR RRM) AND 
LEUCINE-RICH-REPEAT 2 (LRR) 


RNA BINDING PROTEIN TAP 
(NFXl); RIBONUCLEOPROTEIN 
(RNP,RBD OR RRM) AND 
LEUCINE-RICH-REPEAT 2 (LRR) 


HEPARIN AND INTEGRIN 
BINDING HEPARIN AND 
INTEGRIN BINDING 


HEPARIN AND INTEGRIN 
BINDING HEPARIN AND 
INTEGRIN BINDING 


HEPARIN AND INTEGRIN 
BINDING HEPARIN AND 
INTEGRIN BINDING 


HEPARIN AND INTEGRIN 
BINDING HEPARIN AND 
INTEGRIN BINDING 
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Psi Blast 


\ 0.64 


-0.44 


0.34 


0.43 


-0.03 


0.01 


0.17 




Verify 
score 


| 0.65 


0.11 


-0.12 


0.92 


0.53 


0.28 


-0.05 




PMF 
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SEQFOL 
D score 


| MUSCLE PROTEIN TITIN 


CELL ADHESION 
PROTEIN TENASCIN 
(THIRD FIBRONECTIN 
TYPE III REPEAT) ITEN 3 


TENASCIN; CHAIN: A, B; 


TITIN; CHAIN: NULL; 


FIBRONECTIN; CHAIN: 
NULL; 




FIBRONECTIN; CHAIN: 
NULL; 


SKP2; CHAIN: A, C; SKPl; 
CHAIN: B, D; 


PROTEIN LIGASE 


Compound PDB annotation 






PROTEIN, STRUCTURAL PROTEIN 


STRUCTURAL PROTEIN 
TENASCIN, FIBRONECTIN TYPE- 
III, HEPARIN, EXTRACELLULAR 2 
MATRIX, ADHESION, FUSION 


MUSCLE PROTEIN CONNECT1N, 
NEXTM5; CELL ADHESION, 
GLYCOPROTEIN, 
TRANSMEMBRANE, REPEAT, 
BRAIN, 2 IMMUNOGLOBULIN 
FOLD, ALTERNATIVE SPLICING, 
SIGNAL, 3 MUSCLE PROTEIN 


CELL ADHESION PROTEIN CELL 
ADHESION PRO TEIN, RGD, 
EXTRACELLULAR MATRIX, 2 
HEPARIN-BINDING, 
GLYCOPROTEIN 


CELL ADHESION PROTEIN CELL 
ADHESION PROTEIN, RGD, 
EXTRACELLULAR MATRIX, 2 
HEPARIN-BINDING, 
GLYCOPROTEIN 


LIGASE CYCLIN A/CDK2- 
ASSOCIATED P45; CYCLIN 
A/CDK2-ASSOCIATED P19; SKPl, 
SKP2, F-BOX, LRRS, LEUCINE- 
RICH REPEATS, SCF, 2 UBIQUITIN, 
E3, UBIQUITIN PROTEIN LIGASE 
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0.29 


0.31 




score 


-0.19 


-0.20 




0.70 


-0.07 




PMF 
score 














SEQFOL 
D score 


DES-GLA FACTOR VIIA 
(HEAVY CHAIN); CHAIN: 
H, I; DES-GLA FACTOR 


BLOOD COAGULATION 
FACTOR VIIA; CHAIN: L, 
H; SOLUBLE TISSUE 
FACTOR; CHAIN: T, U; D- 
PHE-PHE-ARG- 
CHLOROMETHYLKETO 
~NE (DFFRCMK) WITH 
CHAIN: C; 


NEURAL CELL 
ADHESION MOLECULE, 
LARGE ISOFORM; 
CHAIN: A; 


NEURAL CELL 
ADHESION MOLECULE; 
CHAIN: NULL; 


RIBONUCLEASE 
INHIBITOR; CHAIN: 
NULL; 


INHIBITOR; CHAIN: 
NULL; 


Compound 


HYDROLASE/HYDROLASE 
INHIBITOR PROTEIN-PEPTIDE 
COMPLEX 


BLOOD COAGULATION, SERINE 
PROTEASE, COMPLEX, CO- 
FACTOR, 2 RECEPTOR ENZYME, 
INHIBITOR, GLA, EGF, 3 
COMPLEX (SERINE 
PROTEASE/COFACTOR/LIGAND) 


CELL ADHESION PROTEIN NCAM 
MODULE 2; CELL ADHESION, 
GLYCOPROTEIN, HEPARIN- 
BINDING, GPI-ANCHOR, 2 
NEURAL ADHESION MOLECULE, 
IMMUNOGLOBULIN FOLD, 
HOMOPHILIC 3 BINDING, CELL 
ADHESION PROTEIN 


CELL ADHESION NCAM DOMAIN 
1; CELL ADHESION, 
GLYCOPROTEIN, HEPARIN- 
BIND1NG, GPI-ANCHOR, 2 
NEURAL ADHESION MOLECULE, 
IMMUNOGLOBULIN FOLD, 
SIGNAL 


ACETYLATION RNASE 
INHIBITOR, 

RIBONUCLEASE/ANGIOGENIN 
INHIBITOR ACETYLATION, 
LEUCINE-RICH REPEATS 


INHIBITOR, 

RIBONUCLEASE/ANGIOGENIN 
INHIBITOR ACETYLATION, 
LEUCINE-RICH REPEATS 
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1442 


1442 


1437 


1437 


1437 


1437 


1437 






1 




1 


1 




If 










> 


> 


> 


> 


> 






CHAI 
NID 


















STAR 
TAA 






1016 














4.4e-09 


1.5e-15 


5.1e-15 


5.1e-13 


1.2e-14 


1.7e-ll 






Psi Blast 


-0.04 




0.22 


0.05 


0.13 


-0.00 


0.25 




Verify 
score 


0.47 




-0.17 


-0.18 


-0.17 


-0.20 


-0.19 




PMF 
score 


















SEQFOL 
D score 


U2 RNA HAIRPIN IV; 
CHAIN: Q,R;U2A'; 
CHAIN: A, C; U2 B"; 


RIBONUCLEASE 
INHIBITOR; CHAIN: A, D; 
ANGIOGENIN; CHAIN: B, 
E; 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA3 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


Compound 


COMPLEX (NUCLEAR j 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/KNA), RNA, 


COMPLEX 

(INHIBITOR/NUCLEASE) 
COMPLEX 

(INHIBITOR/NUCLEASE), 
COMPLEX (RI-ANG), HYDROLASE 
2 MOLECULAR RECOGNITION, 
EPITOPE MAPPING, LEUCINE- 
RICH 3 REPEATS 
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1442 


1442 


1442 


1442 


1442 


1442 
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Idee 


IdOb 


IdOb 




1 


1 


1 




as 

w 


> 


> 


> 


> 


O 






> 




CHAI 
NID 




















STAR 
TAA 










8 












6.8e-12 


3.4e-10 






1.8e-16 






1.5e-22 




Psi Blast 


0.12 


0.73 


0.23 


0.67 


0.43 


0.17 


0.18 






Verify 
score 


0.93 




-0.07 


1.00 


0.16 


0.98 


0.63 


1.00 




PMF 
score 




















SEQFOL 
D score 


RAB 

GERANYLGERANYLTRA 
NSFERASE ALPHA 


RAB 

GERANYLGERANYLTRA 
NSFERASE ALPHA 
SUBUNIT; CHAIN: A, C; 
RAB 

GERANYLGERANYLTRA 
NSFERASE BETA 
SUBUNIT; CHAIN: B, D; 


INTERNALIN B; CHAIN: 
A; 


INTERNALIN B; CHAIN: 

A; 


U2 RNA HAIRPIN IV; 
CHAIN: Q,R;U2A'; 
CHAIN: A, C; U2 B"; 
CHAIN: B, D; 


U2 RNA HAIRPIN IV; 
CHAIN: Q,R;U2A'; 
CHAIN: A, C; U2 B"; 
CHAIN: B, D; 


U2 RNA HAIRPIN IV; 
CHAIN: Q, R;U2A'; 
CHAIN: A, C; U2 B"; 
CHAIN: B, D; 


U2 RNA HAIRPIN IV; 
CHAIN: Q,R;U2A'; 
CHAIN: A, C; U2 B"; 
CHAIN: B, D; 


CHAIN: B, D; \ 


Compound 


TRANSFERASE CRYSTAL 
STRUCTURE, RAB 
GERANYLGERANYLTRANSFERAS 


TRANSFERASE CRYSTAL 
STRUCTURE, RAB 
GERANYLGERANYLTRANSFERAS 
E, 2.0 A 2 RESOLUTION, N- 
FORMYLMETHIONINE, ALPHA 
SUBUNIT, BETA SUBUNIT 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


CELL ADHESION LEUCINE RICH 
REPEAT, CALCIUM BINDING, 
CELL ADHESION 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), RNA, 
SNRNP,RIBONI JCLEOPROTEIN 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), RNA, 
SNRNP,RIBONUCLEOPROTEIN 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), RNA, 
SNRNP.RIBONUCI .EOPROTEIN 


COMPLEX (NUCLEAR 
PROTEIN/RNA) COMPLEX 
(NUCLEAR PROTEIN/RNA), RNA, 
SNRNP,RIBONUCLEOPROTErN 


SNRNP,RIBONUCLEOPROTEIN j 
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2bnh 








lds9 








> 


> 




> 




CHAI 
NID 














STAR 
TAA 














M 


1.3e-16 






6.8e-08 


1.7e-ll 




Psi Blast 


0.06 




0.23 


0.42 






Verify 
i score 


-0.05 


0.63 


0.22 


0.17 






PMF 
score 














SEQFOL 
D score 


RIBONUCLEASB 
INHIBITOR; CHAIN: 
NULL; 


GTPASE-ACTIVATING 
PROTEIN RNA1 SCHPO; 
CHAIN: A, B; 


SKP2; CHAIN: A, C; SKPl; 
CHAIN: B, D; 


SKP2; CHAIN: A, C, E, G, 
I, K, M, O; SKPl; CHAIN: 
B, D, F, H, J, L, N, P; 


OUTER ARM DYNEIN; 
CHAIN: A; 


SUBUNIT; CHAIN: A, C; 
RAB 

GERANYLGERANYLTRA 
NSFERASE BETA 
SUBUNIT; CHAIN: B, D; 


Compound | 


1 ACETYLATION RNASE 

INHIBITOR, 
1 RIBONUCLEASE/ANGIOGENIN 


TRANSCRIPTION RNAIP; 
RANGAP; GTPASE-ACTIVATING 
PROTEIN FOR SPIl, GTPASE- 
ACTIVATING PROTEIN, GAP, 
RNAIP, RANGAP, LRR, LEUCINE- 
2 RICH REPEAT PROTEIN, 
TWINNING, HEMHEDRAL 
TWINNING, 3 MEROHEDRAL 
TWINNING, MEROHEDRY 


LIGASE CYCLIN A/CDK2- 
ASSOCIATED P45; CYCLIN 
A/CDK2-ASSOCIATED P19; SKPl, 
SKP2, F-BOX, LRRS, LEUCINE- 
RICH REPEATS, SCF, 2 UBIQUITIN, 
E3, UBIQUITIN PROTEIN LIGASE 


LIGASE CYCLIN A/CDK2- 
ASSOCIATED PROTEIN P45; 
CYCLIN A/CDK2-ASSOCIATED 
PROTEIN PI 9; SKPl, SKP2, F-BOX, 
LRR, LEUCINE-RICH REPEAT, SCF, 
UBIQUITIN, 2 E3, UBIQUITIN 
PROTEIN LIGASE 


CONTRACTILE PROTEIN 
LEUCINE-RICH REPEAT, BETA- 
BETA-ALPHA CYLINDER, 
DYNEIN, 2 CHLAMYDOMONAS, 
FLAGELLA 


E, 2.0 A 2 RESOLUTION, N- 
FORMYLMETHIONINE, ALPHA 
SUBUNIT, BETA SUBUNIT 
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1491 


1491 
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1487 


1484 


1482 






? 3 i 










lmml 


lbuo 


lhuq 


ldpf 




03 

w 


> 


> 


> 


> 




> 


> 


> 




CHAI 
NID 














& 






STAR 
TAA 




















n 


7e-31 


4.2e-10 


° 




0.0018 


8.4e-16 


3.6e-07 


6e-07 




Psi Blast 


-0.19 






0.67 


-0.46 


-0.01 




0.05 




Verify 




















| H 








i 
















61.55 


343.91 














SEQFOL 
D score 


INTERFERON-INDUCED 
GUANYLATE-BINDING 
PROTEIN 1; CHAIN: A; 


TROPOMYOSIN; CHAIN: 
A, B, C, D 


BETA 1,4 

GALACTOSYLTRANSFE 
RASE; CHAIN: A, B; 


BETA 1,4 

GALACTOSYLTRANSFE 
RASE; CHAIN: A, B; 


MMLV REVERSE 
TRANSCRIPTASE; IMML 
4 CHAIN: NULL; IMML 5 


PROMYELOCYTIC 
LEUKEMIA ZINC 
FINGER PROTEIN PLZF; 
CHAIN: A; 


RAB5C; CHAIN: A; 


RHOA; CHAIN: A; 


CHAIN: A; ! 


Compound 


SIGNALING PROTEIN GUANINE 
NUCLEOTIDE- BINDING PROTEIN 
1; GBP, GTP HYDROLYSIS, GDP, 


CONTRACTILE PROTEIN 
TROPOMYOSIN COILED-COIL 
ALPHA-HELICAL, CONTRACTILE 
PROTEIN 


TRANSFERASE BETA4GALT1; 
NUCLEOTIDE BINDING PROTEIN, 
ALPHA BETA ALPHA FOLD 


TRANSFERASE BETA4GALT1; 
NUCLEOTIDE BINDING PROTEIN, 
ALPHA BETA ALPHA FOLD 


REVERSE TRANSCRIPTASE 


GENE REGULATION POZ 
DOMAIN; PROTEIN-PROTEIN 
INTERACTION DOMAIN, 
TRANSCRIPTIONAL 2 
REPRESSOR, ZINC-FINGER 
PROTEIN, X-RAY 
CRYSTALLOGRAPHY, 3 PROTEIN 
STRUCTURE, PROMYELOCYTIC 
LEUKEMIA, GENE REGULATION 


PROTEIN TRANSPORT G- 
PROTEIN, GTP HYDROLYSIS, 
ENDOCYTOSIS, RAB PROTEIN, 2 
MEMBRANE TRAFFICKING 


GENE REGULATION/SIGNALING 
PROTEIN PROTEIN RHOA-GDP 
COMPLEX 


CRYSTALLOGRAPHY, 2 
SIGNALING PROTEIN 
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° H 
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HULYS 11; CHAIN: A, B, 
D, E; LYSOZYME; 
CHAIN: C, F; 


n o | ^ o ^ 

| i g g 1 a 
3 A3 


11 
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> 2 60 
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PI 
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•z 
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o 

I 
n 
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n 
1 
1 


COMPLEX (HUMANIZED 
ANTIBODY/HYDROLASE) 
MURAMIDASE; HUMANIZED 


s s < S 
qgig 

1 


egg 

o II 

Goo 

goo 


| § § 
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> § 

1| 


p| 
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1 I 
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1 
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I 
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1 




1 








II 


1 




i 










1 


1 






1 


E 


1 


IMMUNOGLOBULIN FV 
FRAGMENT OF 
HUMANIZED ANTIBODY 
4D5,VERSION8 1FVC3 
IMMUNOGLOBULIN FV 


PliSi 

mm 


IMMUNOGLOBULIN FV 
FRAGMENT OF A 
HUMANIZED VERSION 
OF THE ANTI-CDI 8 IFGV 
3 ANTIBODY 'H52' 
(HUH52-AAFV)1FGV4 


IMMUNOGLOBULIN FV 
FRAGMENT OF A 
HUMANIZED VERSION 
OF THE ANTI-CDI 8 IFGV 
3 ANTIBODY 'H52' 
(HUH52-AAFV)1FGV4 


IGMMEZ 

IMMUNOGLOBULIN; 
CHAIN: L; IGM MEZ 
IMMUNOGLOBULIN; 
CHAIN: H; 


IGMMEZ 

IMMUNOGLOBULIN; 
CHAIN: L; IGM MEZ 
IMMUNOGLOBULIN; 
CHAIN: H; 


! 1 










IMMUNE SYSTEM 
IMMUNOGLOBULIN FOLD, 
ANTIBODY, IGM, FV 


IMMUNE SYSTEM 
IMMUNOGLOBULIN FOLD, 
ANTIBODY, IGM, FV 


1 I 

' 1 
1 * 
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lwtl 


lwtl 


ligm 


f 


ligm 


lfvd 


lfvc 




CO 




> 








> 


> 




CHAI 
NID 


















STAR 
TAA 


















n 


1.2e-63 


4.2e-57 


4.2e-64 


4.2e-64 


8.4e-59 


2.8e-64 


5.6e-64 




Psi Blast 












1.00 






Verify 












1.00 






PMF 


127.46 


116.77 


123.98 




113.29 




125.91 




SEQFOL 
D score 


WAT, A VARIABLE 
DOMAIN FROM 
IMMUNOGLOBULIN 


§ 


IMMUNOGLOBULIN 
WAT, A VARIABLE 
DOMAIN FROM 
IMMUNOGLOBULIN 
LIGHT-CHAIN IWTL 3 
(BENCE-JONES 
PROTEIN) IWTL 4 


IMMUNOGLOBULIN i 
IMMUNOGLOBULIN M 
(IG-M) FV FRAGMENT 
1IGM3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN M 
(IG-M) FV FRAGMENT 
1IGM3 


IMMUNOGLOBULIN 
IMMUNOGLOBULIN M 
(IG-M) FV FRAGMENT 
1IGM3 


IMMUNOGLOBULIN FAB 
FRAGMENT OF 
HUMANIZED ANTIBODY 
4D5, VERSION 4 IFVD 3 


IMMUNOGLOBULIN FV 
FRAGMENT OF 
HUMANIZED ANTIBODY 
4D5, VERSION 8 IFVC 3 


FRAGMENT OF 
HUMANIZED ANTIBODY 
4D5, VERSION 8 IFVC 3 


Compound 
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1 


1 


1497 






lafs 


1 


lads 


1 


1 


f 




S3 

W 


> 














CHAI 
NID 








5 








STAR 
TAA 




















2.8e-84 


2.8e-84 


5.6e-69 


5.6e-69 


7e-67 




Psi Blast 






0.05 




0.12 


0.94 




Verify 
score 






0.96 




0.99 


1.00 




PMF 
score 


101.13 


105.14 




62.58 








SEQFOL 
D score 


3-ALPHA- 

HYDROXYSTEROID 
DEHYDROGENASE; 
CHAIN: A, B; 


OXIDOREDUCTASE 
ALDOSE REDUCTASE 
(E.C.1.1.1.21) COMPLEX 
WITH NADPH IADS 3 


OXIDOREDUCTASE 
ALDOSE REDUCTASE 
(E.C.1.1.1.21) COMPLEX 
WITH NADPH IADS 3 


2,5-DIKETO-D- j 
GLUCONIC ACID 
REDUCTASE A; CHAIN: 
NULL; 


2,5-DIKETO-D- 
GLUCONICACID 
REDUCTASE A; CHAIN: 
NULL; 


IMMUNOGLOBULIN FAB 
FRAGMENT OF A 
HUMANIZED VERSION 
OF THE ANTI-CD18 
2FGW 3 ANTIBODY 'H52" 
(HUH52-OZ FAB) 2FGW 4 


LIGHT-CHAIN IWTL 3 
(BENCE-JONES 
PROTEIN) IWTL 4 


Compound 


OXIDOREDUCTASE 3-ALPHA- 
HSD; OXIDOREDUCTASE, NAD 






OXIDOREDUCTASE 2,5-DKG 
REDUCTASE A; j 
OXIDOREDUCTASE, 1 
ALPHA8/BETA8 BARREL, 2,5- 
DIKETO-D-GLUCONIC 2 ACID, 
COMMERCIAL VITAMIN C 
SYNTHESIS 


OXIDOREDUCTASE 2,5-DKG 
REDUCTASE A; 
OXIDOREDUCTASE, 
ALPHA8/BETA8 BARREL, 2,5- 
DIKETO-D-GLUCONIC 2 ACID, 
COMMERCIAL VITAMIN C 
SYNTHESIS 
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> 




CHAI 
N ID 
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STAR 
TAA 




























> W 
^§ 




1.2e- 






1.2e- 


9.6e- 






? 




1 






Psi Bl 




























last 




























n < 




























H 


| -0.19 


| -0.20 


| -0.19 


| -0.20 


| -0.19 


-0.20 


-0.15 


-0.18 




0.70 








PMF 
score 


















61.33 




67.97 






SEQFOL 
D score 


O 


m 


OUT) 
| PRO! 


OUT! 
1 PRO! 


*o o 

2d 


OUT! 
PRO! 


OUT1 
PRO! 


OUTI 
PRO! 


ALDI 
REDl 




2,5-d: 

GLUC 


2So 


NULL; 


Comp 


SR SURFACE 


iR SURFACE 
CEIN C; CHAIN 


iR SURFACE 
lEINC; CHAIN: 


2R SURFACE 
:"EIN C; CHAIN: 


iR SURFACE 
rEINC; CHAIN 


iR SURFACE 
TilN C; CHAIN: 


iR SURFACE 
EIN C; CHAIN: 


iR SURFACE 
EIN C; CHAIN: 


iHYDE 

JCTASE; CHAIN: 


sHYDE 

JCTASE; CHAE 


IKETO-D- 

jonicacid 
jctase; chain: 


KETO-D- 

:onicacid 
jctase; chain: 


tound 






> 


> 






> 


A, B, 
















> 










> 


> 






1 IMMUNE SYSTEM SURFACE 


IMMUNE SYSTEM SURFACE 
| PROTEIN, ALPHA HELIX PROTEIN 


1 IMMUNE SYSTEM SURFACE | 
PROTEIN, ALPHA HELIX PROTEIN 


I IMMUNE SYSTEM SURFACE 

! PROTEIN, ALPHA HELFX PROTEIN 


IMMUNE SYSTEM SURFACE 
PROTEIN, ALPHA HELIX PROTEIN 


IMMUNE SYSTEM OSPC; LYME 
DISEASE, OSPC, HB19, HELICAL 
BUNDLE, DIMER 


IMMUNE SYSTEM OSPC; LYME 
DISEASE, OSPC, HB19, HELICAL 
BUNDLE, DIMER 


IMMUNE SYSTEM OSPC; LYME 
DISEASE, OSPC, HB19, HELICAL 
BUNDLE, DIMER 


OXIDOREDUCTASE ALRl ; 
OXIDOREDUCTASE, TIM-BARREL 


OXIDOREDUCTASE ALRl; 
OXIDOREDUCTASE, TIM-BARREL 


OXIDOREDUCTASE APO-2,5- 
DIKETO-D-GLUCONATE 
REDUCTASE; ALDO-KETO 
REDUCTASE, TIM BARREL 


OXIDOREDUCTASE APO-2,5- 
DIKETO-D-GLUCONATE 
REDUCTASE; ALDO-KETO 
REDUCTASE, TIM BARREL 


ALDO-KETO OXIDOREDUCTASE 1 
(NADP), TIM BARREL 1 
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854 



| 1511 


1511 


1511 


1511 


1511 


1511 




2 a a 


1 


Imey 


Imey 


lbbo 


lalh 


lalh 




33 


O 


O 


O 




> 


i> 




CHAI 
NID 
















STAR 
TAA 


















I 


2.8e-47 


1.4e-40 


4.2e-14 


2.8e-26 


4.2e-29 




Psi Blast 


| -0.12 


-0.07 




-0.42 


-0.33 


-0.50 




Verify 
score 


| 1.00 


0.39 




0.42 


0.28 


0.03 




PMF 
score 






64.91 










SEQFOL 
D score 


| DNA; CHAIN: A, B, D, E; 


DNA; CHAIN: A, B, D, E; j 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA-BINDING PROTEIN 
HUMAN ENHANCER- 
BINDING PROTEIN MBP- 
1 MUTANT WITH CYS 1 1 
IBBO 3 REPLACED BY 
ABU (CI 1 ABU) (NMR, 60 
STRUCTURES) IBBO 4 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


GLYCOPROTEIN I; 
CHAIN: A; 


Compound 


| COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 




COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


CONSENSUS REPEAT, SUSHI, 
COMPLEMENT CONTROL 
PROTEIN, 2 N-GLYCOSYLATION, 
MULTI-DOMAIN, MEMBRANE 
ADHESION 
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TAA 


STAR 
















AA 


END 1 


1.4e-35 




5.6e-13 










Psi Blast 




-0.57 


0.73 


-0.25 




0.17 




Verify 




0.33 


0.99 


0.15 




1.00 




1 


1 


65.99 














§ * 


§ 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 




DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


Compound 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 

REGULATION/DNA), RNA 1 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 
TRANSCRIPTION INITIATION, 
ZINC FINGER PROTEIN 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
j 2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZTNC FINGER/DNA) 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 


ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 
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STAR 
TAA 






















ts 


1.4e-07 




9.8e-07 


1.2e-43 


1.2e-42 


4.2e-39 


? 


3.6e-60 


l.le-51 




Psi Blast 


0.34 


0.65 


0.03 


-0.25 


0.73 


0.70 


0.01 


0.13 






score 


0.23 






0.17 


1.00 






0.93 


0.21 




PMF 
score 






















SEQFOL 
D score 


BLOOD COAGULATION 
FACTOR VILA; CHAIN: L, 
H; SOLUBLE TISSUE 


ACUTOLYSIN A; CHAIN: 
A; 


TUMOR NECROSIS 
FACTOR-ALPHA- 
CONVERTING ENZYME; 
CHAIN: A, C, E, I; 


TUMOR NECROSIS 
FACTOR-ALPHA- 
CONVERTING ENZYME; 
CHAIN: A, C, E, I; 


ATROLYSINC; lATL 4 
CHAIN: A, B, C, D; lATL 
5 


ATROLYSINC; 1ATL4 
CHAIN: A, B, C, D; lATL 
5 


GLUTACONATE 
COENZYME A- 
TRANSFERASE; CHAIN: 
A, B, C, D; 


A, B, C, D; ! 


GLUTACONATE 
COENZYME A- 
TRANSFERASE: CHAIN: 


GLUTACONATE 
COENZYME A- 
TRANSFERASE; CHAIN: 
A, B, C, D; 


TRANSFERASE; CHAIN: 
A, B, C, D; 


Compound 


BLOOD COAGULATION, SERINE 
PROTEASE, COMPLEX, CO- 
FACTOR, 2 RECEPTOR ENZYME, 


TOXIN HEMORRHAGIN I, I AAH-I; 
METALLOPROTEINASE, SNAKE 
VENOM, MMP, TOXIN 


ZN-ENDOPEPTIDASE TACE; ZN- 
ENDOPEPTIDASE, HYDROLASE, 
TNF-ALPHA 


ZN-ENDOPEPTIDASE TACE; ZN- 
ENDOPEPTIDASE, HYDROLASE, 
TNF-ALPHA 


METALLOENDOPEPTIDASE 
HEMORRHAGIC TOXIN C, FORM 
D; lATL 6 


METALLOENDOPEPTIDASE 
HEMORRHAGIC TOXIN C, FORM 
D; lATL 6 


TRANSFERASE TRANSFERASE, 
COA, GLUTAMATE, PROTEIN 
FERMENTATION 


TRANSFERASE TRANSFERASE, 
COA, GLUTAMATE, PROTEIN 
FERMENTATION 


TRANSFERASE TRANSFERASE, 
COA, GLUTAMATE, PROTEIN 
FERMENTATION 


FERMENTATION 
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1.3e-15 


1.4e-10 


2.8e-ll 


7e-20 


1.2e-ll 


4.8e-41 


2.8e-38 


1.2e-26 


? 


1.4e-07 




Psi Blast 


0.18 


0.07 


0.22 


0.09 


0.15 


0.65 


0.77 


0.36 


-0.04 


s 




score 


0.35 


o 


0.17 j 


-0.13 


-0.19 


1.00 


1.00 


1 


0.84 


0.25 




PMF 
























SEQFOL 
D score 


AGGREGATION 
INHIBITOR, GP 


LAMININ; CHAIN: NULL; 


LAMININ; CHAIN: NULL; 


LAMININ; CHAIN: NULL; 


INSULIN-LIKE GROWTH 
FACTOR RECEPTOR 1; 
CHAIN: A; 


METALLOPROTEASE 
ADAMALYSIN II 
(PROTEINASE II) 
(E.C.3.4.24.46) HAG 3 


METALLOPROTEASE 
ADAMALYSIN II 
(PROTEINASE 11) 
(E.C.3.4.24.46) HAG 3 


FLAVORIDIN; IFVL 4 
CHAIN: NULL IFVL 5 


FLAVORIDIN; IFVL 4 
CHAIN: NULL IFVL 5 


BLOOD COAGULATION 
FACTOR VIIA; CHAIN: L; 
BLOOD COAGULATION 
FACTOR VIIA; CHAIN: H; 
SOLUBLE TISSUE 
FACTOR; CHAIN: T; 
5L15; CHAIN: I; 




Compound 




GLYCOPROTEIN GLYCOPROTEIN 


GLYCOPROTEIN GLYCOPROTEIN 


GLYCOPROTEIN GLYCOPROTEIN 


HORMONE RECEPTOR HORMONE 
RECEPTOR, INSULIN RECEPTOR 
FAMILY 






BLOOD COAGULATION 
INHIBITOR GP IIB/IIIA 
ANTAGONIST IFVL 9 


BLOOD COAGULATION 
INHIBITOR GP IIB/IIIA 
ANTAGONIST IFVL 9 


BLOOD CLOTTING 
COMPLEX(SERINE 
PROTEASE/COFACTOR/LIGAND), 
BLOOD COAGULATION, 2 SERINE 
PROTEASE, COMPLEX, CO- 
FACTOR, RECEPTOR ENZYME, 3 
INHIBITOR, GLA, EGF, COMPLEX 
(SERINE 4 

PROTEASE/COFACTOR/LIGAND), 
BLOOD CLOTTING 


DOMAIN, HUMAN FIBRILLIN- 1 
FRAGMENT, MATRIX PROTEIN 
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STAR 
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tg 


| 2.4e-18 


1.2e-ll 


9.8e-35 


3.6e-39 




3.6e-25 




Psi Blast 


| -0.19 


0.01 


0.82 


0.63 


0.53 


0.31 




Verify 1 
score 


| 0.30 


-0.17 


1.00 


1.00 


0.72 


0.60 




PMF 
score 
















SEQFOL 
D score 


| BLOOD COAGULATION 


GLYCOPROTEIN I; 
CHAIN: A; 


1 HUMAN BF.TA2- 


ACUTOLYSIN-C; CHAIN: 
A; 


ACUTOLYSIN-C; CHAIN: 
A; 


FACTOR IXA; CHAIN: C, 
L,; D-PHE-PRO-ARG; 
CHAIN: I; 


AGGREGATION 
INHIBITOR, GP 
ANTAGONIST KISTRIN 
(NMR, 8 STRUCTURES) 
IKST 3 


ANTAGONIST KISTRIN 
(NMR, 8 STRUCTURES) 
IKST 3 


Compound 




CONSENSUS REPEAT, SUSHI, 
COMPLEMENT CONTROL 
PROTEIN, 2 N-GLYCOSYLATION, 
MULTI-DOMAIN, MEMBRANE 
ADHESION 


1 MEMBRANE ADHRSTON SHORT 


TOXIN HEMORRHAGIN III 
METALLOPROTEASE, 
HEMORRHAGIC TOXIN, SNAKE 
VENOM PROTEINASE, 2 CRYSTAL 
STRUCTURE, AGKISTRODON 
ACUTUS 


TOXIN HEMORRHAGIN III 
METALLOPROTEASE, 
HEMORRHAGIC TOXIN, SNAKE 
VENOM PROTEINASE, 2 CRYSTAL 
STRUCTURE, AGKISTRODON 
ACUTUS 


COMPLEX (BLOOD 
COAGULATION/INHIBITOR) 
CHRISTMAS FACTOR; COMPLEX, 
INHIBITOR, HEMOPHILIA/EGF, 
BLOOD COAGULATION, 2 
PLASMA, SERINE PROTEASE, 
I CALCIUM-BINDING, HYDROLASE, 
3 GLYCOPROTEIN 
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1.4e-12 






Psi Blast 
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0.27 
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0.23 
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1 © 

3 O 
P 


| ATROLYSINC; 1ATL4 


QGSRZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


QGSRZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B,Q 


QGSRZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


(ISOLECTIN 2) 9WGA 3 j 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 


LECTIN (AGGLUTININ) 
WHEAT GERM 
AGGLUTININ 
(ISOLECTIN 2) 9WGA 3 


INHIBITOR ECHISTATIN 
(NMR, 8 STRUCTURES) 
2ECH3 


Compound 


1 

> 

8 


COMPLEX ( 
COMPLEX 1 
ZINC FINGI 
PROTEIN 


COMPLEX ( 
COMPLEX ( 
ZINC FINGI 
PROTEIN 


COMPLEX ( 
COMPLEX ( 
ZINC FINGI 
PROTEIN 












PDB annotai 


1 


in 

So O 


ZINC FINGI 
ZINC FINGI 
iR, DNA-Btt 


§ o o 

^ H g 














I 


111 


255 
°|| 

















WO 03/054152 



PCT/US02/39555 



864 



J 1524 


1524 


1524 


1524 


1524 


1524 


1524 






B 


lkst 




S 
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CHAI 
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STAR 
TAA 
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H 


z 


4.2e-25 


2.8e-45 


? 


1.4e-25 


4.2e-42 


5.6e-71 




Psi Blast 


















Verify 
score 






-0.09 












II 

s *a 


60.19 


66.02 




105.32 


67.46 


82.74 


97.67 




SEQFOL 
D score 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


AGGREGATION 
INHIBITOR, GP 
ANTAGONIST KISTRIN 
(NMR, 8 STRUCTURES) 
IKST 3 


PROTEIN TYROSINE 
PHOSPHATASE, 
RECEPTOR TYPE, R; 
CHAIN: A; 


METALLOPROTEASE 
ADAMALYSIN II 
(PROTEINASE II) 
(E.C.3.4.24.46) HAG 3 


FLAVORIDIN; 1FVL4 
CHAIN: NULL IFVL 5 


PATHOGENESIS- 
RELATED PROTEIN 
P14A; CHAIN: NULL; 


ACUTOLYSIN A; CHAIN: 
A; 


CHAIN: A, B, C, D; 1ATL 
5 


Compound 


COMPLEX (ZINC FINGER/DNA) 
ZINC FINGER, PROTEIN-DNA 
INTERACTION, PROTEIN DESIGN, 
2 CRYSTAL STRUCTURE, 
COMPLEX (ZINC FINGER/DNA) 




HYDROLASE STEP-LIKE PTPASE; 
PROTEIN-TYROSINE- 
PHOSPHATASE PROTEIN 
TYROSINE PHOSPHATASE, PTP- 
SL, PTPBR7, ERK2-MAP 2 KINASE 
REGULATION 




BLOOD COAGULATION 
INHIBITOR GP11B/IIIA 
ANTAGONIST 1 FVL 9 


PATHOGENESIS-RELATED 
PROTEIN PATHOGENESIS- 
RELATED LEAF PROTEIN 6, 
ETHYLENE PATHOGENESIS- 
RELATED PROTEIN, PR-1 
PROTEINS, 2 PLANT DEFENSE 


TOXIN HEMORRHAGIN I, IAAH-I; 
METALLOPROTEINASE, SNAKE 
VENOM, MMP, TOXIN 


I HEMORRHAGIC TOXIN C, FORM 
1 D; 1ATL6 
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Psi Blast 




















Verify 
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9.26 




3.40 


2.82 












QFOL 

icore 


| ACUTOLYSIN-C; CHAIN: 


| VESV5;CHAIN:A; 


PYSTl; CHAIN: NULL; 


PYSTl; CHAIN: NULL; 


DNA; CHAIN: A, B, D, E; | 
CONSENSUS ZINC 
FINGER PROTEIN; 
. CHAIN. C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTECT; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


DNA; CHAIN: A, B, D, E; 
CONSENSUS ZINC 
FINGER PROTEIN; 
CHAIN: C, F, G; 


Compound 


| TOXIN HEMORI 


1 ALLERGEN AN! 
5, ALLERGEN, \ 


HYDROLASE Dl 
PHOSPHATASE, 
HYDROLASE 


HYDROLASE DI 
PHOSPHATASE, 
HYDROLASE 


COMPLEX (ZINC 
ZINC FINGER, PI 
INTERACTION, I 
2 CRYSTAL STR 
COMPLEX (ZINC 


COMPLEX (ZINC 
ZINC FINGER, PJ 
INTERACTION, 1 
2 CRYSTAL STR 
COMPLEX (ZINC 


COMPLEX (ZINC 
ZINC FINGER, PI 
INTERACTION, I 
2 CRYSTAL STR 
COMPLEX (ZINC 


COMPLEX (ZINC 
ZINC FINGER, P] 
INTERACTION, ] 
2 CRYSTAL STR 
COMPLEX (ZINC 


COMPLEX (ZINC 
ZINC FINGER, PI 
INTERACTION, I 
2 CRYSTAL STR 
COMPLEX (ZINC 
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JAL SPECIFIC 
MAP KINASE 


JAL SPECIFIC 
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: FINGER/DM 
lOTEIN-DNA 
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: FINGER/DNA) 
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PROTEIN DESIGN, 

UCTURE, 
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| 2.4e-34 


1.4e-35 


2.8e-36 
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Psi Blast 














Verify 
score 














PMF 
score 


87.98 


83.28 


88.27 


is 


84.52 




SEQFOL 
D score 


| HUMAN VHl-RELATED 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 1 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 




Compound 


| HYDROLASE VHR; HYDROLASE, 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA) 


TRANSCRIPTION INITIATION, 1 
ZINC FINGER PROTEIN | 
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SEQFOL 
D score 


TROPONIN C; CHAIN: 
NULL; 


HNRNP ARGININE N- 
METHYLTRANSFERASE; 
CHAIN: 1, 2, 3, 4, 5, 6; 


MJ0882; CHAIN: A; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 


HUMAN VHl-RELATED 
DUAL-SPECIFICITY 
PHOSPHATASE CHAIN: 
A, B; 


DUAL-SPECIFICITY 
PHOSPHATASE CHAIN: 
A, B; 


Compound 


MUSCLE PROTEIN CTNC; 
CARDIAC, MUSCLE PROTEIN, 
REGULATORY, CALCIUM 
BINDING 


TRANSFERASE SAM-BINDING 
DOMAIN, BETA-BARREL, MIXED 
ALPHA-BETA, HEXAMER, 2 
DIMER 


STRUCTURAL GENOMICS 
HYPOTHETICAL PROTEIN, 
METHANOCOCCUS JANNASCHII 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


HYDROLASE VHR; HYDROLASE, 
PROTEIN DUAL-SPECIFICITY 
PHOSPHATASE 


PROTEIN DUAL-SPECIFICITY 
PHOSPHATASE 
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l.le-39 


1.4e-30 


7e-29 


5.6e-58 


4.2e-28 


4.2e-53 


1.3e-34 


Psi Blast 


| -0.09 


0.10 




-0.09 


0.03 


-0.39 


-0.18 


-0.23 


iro- 


Verify 
score 


1 0.16 


0.05 


| 0.23 


0.59 


0.11 


0.40 


0.11 


0.29 




PMF 
score 




















SEQFOL 
D score 


| CALMODULIN; CHAIN: 


CALMODULIN; CHAIN: 
A; 


1 CARDIAC TROPONIN C; 
| CHAIN: A; 


CALMODULIN 
(VERTEBRATE); ICMF 6 
CHAIN: NULL; ICMF 7 


CALCIUM-BINDING ! 
PROTEIN CALMODULIN 
(VERTEBRATE) ICLL 3 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
(VERTEBRATE) ICLL 3 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
COMPLEXED WITH 
CALMODULIN-BINDING 
DOMAIN OF ICDM 3 
CALMODULIN- 
DEPENDENT PROTEIN 
KINASE II ICDM 4 


CALCIUM-BINDING 
PROTEIN CALMODULIN 
COMPLEXED WITH 
CALMODULIN-BINDING 
DOMAIN OF ICDM 3 
CALMODULIN- 
DEPENDENT PROTEIN 
KINASE II ICDM 4 


SERINE/THREONINE 
PHOSPHATASE 2B; 
CHAIN: A, B; 


Compound | 


| METAL TRANSPORT 


METAL TRANSPORT 
CALMODULIN, HIGH 
RESOLUTION, DISORDER 


1 STRUCTURAL PROTEIN HELIX- 
1 TURN-HELIX 


CALCIUM-BINDING PROTEIN 
CALMODULIN APO TR2C- 
DOMAIN; ICMF 9 










HYDROLASE CALCINEURIN; 
HYDROLASE, PHOSPHATASE, 
IMMUNOSUPPRESSION 
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4.2e-46 
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Psi Blast 


| 0.04 


-0.14 


-0.09 


-0.56 


-0.23 


0.25 


0.09 




Verify 
1 score 


j 0.10 


0.51 


0.12 


0.05 


0.07 


0.65 


-0.12 




PMF 
score 


















SEQFOL 
D score 


TROPONIN C; ITNX 4 
1 CHAIN: NULL; ITNX 5 


TROPONIN C; CHAIN: 
NULL; 


OBELIN; CHAIN: A; 


OBELIN; CHAIN: A; 


NEURONAL CALCIUM 
SENSOR 1; CHAIN: A, B; 


CALMODULIN; CHAIN: 
A; 


CALMODULIN; CHAIN: 
A; 


> 


Compound 


1 CALCIUM-BINDING PROTEIN EF- 
1 HAND ITNX 14 


CALCIUM-REGULATED MUSCLE 
CONTRACTION MUSCLE 
CONTRACTION, CALCIUM- 
BINDING, TROPONIN, E-F HAND, 2 
OPEN CONFORMATION 
REGULATORY DOMAIN, 
CALCIUM-REGULATED 3 MUSCLE 
CONTRACTION 


LUMINESCENT PROTEIN 
BIOLUMINESCENCE, CALCIUM- 
REGULATED PHOTOPROTEIN, 
OBELIN, 2 OBELIA, HYDROID 


REGULATED PHOTOPROTEIN, 
| OBELIN, 2 OBELIA, HYDROID | 


LUMINESCENT PR OTEIN [ 
BIOLUMINESCENCE. CAT. CTUM- 


1 METAL BINDING PROTEIN 
FREQUENIN; CALCIUM BINDING- 
PROTEIN, EF-HAND, CALCIUM 
ION 


METAL BINDING PROTEIN EF- 
HAND, HELIX-LOOP-HELIX, 
FRAGMENT, CALCIUM, TR2C, C- 2 
TERMINAL DOMAIN, 
CALMODULIN 


METAL BINDING PROTEIN EF- 1 
HAND, HELLX-LOOP-HELIX, 
FRAGMENT, CALCIUM, TR2C, C- 2 
TERMINAL DOMAIN, 
CALMODULIN 


CALMODULIN, HIGH ! 
RESOLUTION, DISORDER ! 
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Psi Blast 


0.14 


0.48 


0.07 
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-0.12 


0.12 
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0.05 


0.22 


0.15 | 




0.07 
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SEQFOL 
D score 


SERINE/THREONINE 
PROTEIN PHOSPHATASE 
5; CHAIN: NULL; 


SERINE/THREONINE 
PROTEIN PHOSPHATASE 
5; CHAIN: NULL; 


SERINE/THREONINE j 
PROTEIN PHOSPHATASE 
5; CHAIN: NULL; 


GDP-MANNOSE 4,6- 
DEHYDRATASE; CHAIN: 
A; 


CALMODULIN; CHAIN: 
A; RS20; CHAIN: B; 


CONTRACTILE SYSTEM 
PROTEIN TROPONIN C 
ITOP 3 


CONTRACTILE SYSTEM 
PROTEIN TROPONIN C 
ITOP 3 


TROPONIN C; ITNX 4 
CHAIN: NULL; ITNX 5 | 


Compound 


HYDROLASE 

TETRATRICOPEPTIDE, TRP; 
HYDROLASE, PHOSPHATASE, 
PROTEIN-PROTEIN 
INTERACTIONS, TPR, 2 SUPER- 
HELIX, X-RAY STRUCTURE 


HYDROLASE 

TETRATRICOPEPTIDE, TRP; 
HYDROLASE, PHOSPHATASE, 
PROTEIN-PROTEIN 
INTERACTIONS, TPR, 2 SUPER- 
HELIX, X-RAY STRUCTURE 


HYDROLASE 

TETRATRICOPEPTIDE, TRP; 
HYDROLASE, PHOSPHATASE, 
PROTEIN-PROTEIN 
INTERACTIONS, TPR, 2 SUPER- 
HELIX, X-RAY STRUCTURE 


LYASE DEHYDRATASE, NADP, 
GDP-MANNOSE, GDP-FUCOSE 


| CALMODULIN, CALCIUM 
BINDING, HELIX-LOOP-HELrX, 
SIGNALLING, 2 

COMPLEX(CALCIUM-BlNDING 
PROTEIN/PEPTIDE) 






CALCKJM-BINDING PROTEIN EF- 1 
HAND ITNX 14 1 
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n 


7.2e-07 


9.8e-14 


2.8e-08 


7e-12 


1.3e-30 


3.6e-ll 


2.8e-15 




Psi Blast 


0.04 


0.29 


0.20 


0.04 


-0.00 


0.14 


0.18 




Verify 


0.63 




-0.11 


-0.12 


-0.15 


0.58 


-0.14 




PMF 
score 


















SEQFOL 
D score 


CYCLOPHILIN 40; 
CHAIN: A; 


CYCLOPHILIN 40; 
CHAIN: A; 


PEROXISOME 
TARGETING SIGNAL 1 
RECEPTOR PEX5; 
CHAIN: A; 


NEUTROPHIL CYTOSOL 
FACTOR 2; CHAIN: A; 


PEROXISOMAL 
TARGETING SIGNAL 1 
RECEPTOR; CHAIN: A, B; 
PTSl-CONTAINING 
PEPTIDE; CHAIN: C, D; 


PEROXISOMAL 
TARGETING SIGNAL 1 
RECEPTOR; CHAIN: A, B; 
PTSl-CONTAINING 
PEPTIDE; CHAIN: C, D; 


TPRl-DOMAIN OF HOP; 
CHAIN: A, B; HSC70- 
PEPTIDE; CHAIN: C, D; 


PEPTIDE; CHAIN: C, D; 


Compound 


ISOMERASE 40 KDA PEPTIDYL- 
PROLYL CIS-TRANS ISOMERASE; 
PPIASE IMMUNOPHILIN 
TETRATRICOPEPTIDE 


ISOMERASE 40 KDA PEPTIDYL- 
PROLYL CIS-TRANS ISOMERASE; 
PPIASE IMMUNOPHILIN 
TETRATRICOPEPTIDE 


TRANSPORT PROTEIN PEX5; 
ALPHA HELICAL 


PHAGOCYTE OXIDASE FACTOR 
P67PHOX,NCF-2; PHAGOCYTE 
OXIDASE FACTOR, SH3 DOMAIN, 
REPEAT, TPR REPEAT 


SIGNALING PROTEIN 
PEROXISMORE RECEPTOR 1, 
PTSl-BP, PEROXIN-5, PTSl 
PROTEIN-PEPTIDE COMPLEX, 
TETRATRICOPEPTIDE REPEAT, 
TPR, 2 HELICAL REPEAT 


SIGNALING PROTEIN 
PEROXISMORE RECEPTOR 1, 
PTSl-BP, PEROXIN-5, PTSl 
PROTEIN-PEPTIDE COMPLEX, 
TETRATRICOPEPTIDE REPEAT, 
TPR, 2 HELICAL REPEAT 


CHAPERONE HOP, TPR-DOMAIN, 
PEPTIDE-COMPLEX, HELICAL 
REPEAT, HSC70, 2 HSP70, 
PROTEIN BINDING 


REPEAT, HSC70, 2 HSP70, 
PROTEIN BINDING j 
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Psi Blast 


0.13 
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0.84 
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0.15 


Verify 
score 


0.00 


0.06 


1.00 


0.03 


-0.19 


-0.14 


PMF 
score 














SEQFOL 
D score 


GROWTH FACTOR 
RECEPTOR-BOUND 
PROTEIN 2; CHAIN: A, B; 
VAV PROTO- 
ONCOGENE; CHAIN: C; 


PROTEIN GROWTH 
FACTOR RECEPTOR- 
BOUND PROTEIN 2 
(GRB2, N-TERMINAL 
IGBR 3 SH3 DOMAIN) 
COMPLEXED WITH SOS- 
A PEPTIDE IGBR 4 
(NMR, 29 STRUCTURES) 
IGBR 5 


j SIGNAL 
TRANSDUCTION 


EPHA4 RECEPTOR 
TYROSINE KINASE; 
CHAIN: A; 


PROTO-ONCOGENE CRK 
(CRK); CHAIN: A; HIS 
TAG; CHAIN: B; SH3 
PEPTOID INHIBITOR; 
CHAIN: C; 


CYCLOPHILIN 40; 
CHAIN: A; 


CYCLOPHILIN 40; 
CHAIN: A; 


Compound 


SIGNALING PROTEIN/SIGNALING 
PROTEIN SH3 DOMAIN, PROTEIN- 
PROTEIN COMPLEX, GRB2,VAV 




TRANSFERASE RECEPTOR 
TYROSINE KINASE, PROTEIN 
INTERACTION MODULE, 2 
DIMERIZATION DOMAIN, 
TRANSFERASE 


SH3 DOMAIN P38, ADAPTER 
MOLECULE CRK; SH3 DOMAIN, 
INHIBITORS, PEPTOIDS, PROTEIN- 
PROTEIN 2 RECOGNITION, 
PROLINE-RICH MOTIFS, SIGNAL 
TRANSDUCTION 


ISOMERASE 40 KDA PEPTIDYL- 
PROLYL CIS-TRANS ISOMERASE; 
PPIASE IMMUNOPHILIN 
TETRATRICOPEPTIDE 


ISOMERASE 40 KDA PEPTIDYL- 
PROLYL CIS-TRANS ISOMERASE; 
PPIASE IMMUNOPHILIN 
TETRATRICOPEPTIDE 
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Psi Blast 






-0.55 
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-0.15 


-0.05 


-0.39 


Verify 
score 






0.13 




0.07 


0.07 


0.10 


PMF 
score 


70.09 


108.10 












SEQFOL 
D score 


TRANSFERASE(PHOSPH 
OTRANSFERASE) SC- 
AMPS-DEPENDENT 
PROTEIN KINASE 


CALCIUM/CALMODULI 
N-DEPENDENT PROTEIN 
KINASE; CHAIN: NULL; 


ALPHA-SPECTRIN; 
CHAIN: NULL; 


EPHRINTYPE-B 
RECEPTOR 2; CHAIN: 
NULL; 


SEM-5; ISEM 3 CHAIN: 
A, B; ISEM 5 10-RESIDUE 
PROLINE-RICH PEPTIDE 
FROM MSOS ISEM 8 
CHAIN: C, D ISEM 10 


ALPHA SPECTRIN; 
CHAIN: NULL; 


PHOSPHORIC DIESTER 
HYDROLASE 
PHOSPHOLIPASE C- 
GAMMA (SH3 DOMAIN) 
(E.C.3.1.4.11)1HSQ3 
(NMR, MINIMIZED 
MEAN STRUCTURE) 
1HSQ4 


Compound 




KINASE KINASE, SIGNAL 

TRANSDUCTION, 

CALCIUM/CALMODULIN 


CYTOSKELETON CAPPING 
PROTEIN, CALCIUM-BINDING, 
DUPLICATION, REPEAT, 2 SH3 
DOMAIN, CYTOSKELETON 


TYROSINE-PROTEIN KINASE 
NMR, RECEPTOR 
OLIGOMERIZATION, EPH 
RECEPTORS, TYROSINE 2 
PHOSPHORYLATION, SIGNAL 
TRANSDUCTION, TYROSINE- 
PROTEIN 3 KINASE 


SIGNAL TRANSDUCTION 
PROTEIN SRC-HOMOLOGY 3 (SH3) 
DOMAIN, PEPTIDE-BINDING 
PROTEIN, ISEM 18 2 GUANINE 
NUCLEOTIDE EXCHANGE 
FACTOR ISEM 19 


CIRCULAR PERMUTANT PWT; 
CIRCULAR PERMUTANT, SH3 
DOMAIN, CYTOSKELETON 
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Verify 
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PMF 
score 


65.16 


64.67 


58.85 


62.31 




SEQFOL 
D score 


PHOSPHOTRANSFERASE 
CAMP-DEPENDENT 
PROTEIN KINASE 


PHOSPHORYLATED 
MAP KINASE P38- 
GAMMA; CHAIN: A, B; 


CYCLIN-DEPENDENT 
KINASE 6; CHAIN: A; 
P19INK4D; CHAIN: B; 


CYCLIN-DEPENDENT 
KINASE 6; CHAIN: A, C; 
CYCLIN-DEPENDENT 
KINASE INHIBITOR; 
CHAIN: B, D; 


(E.C.2.7.1.37)($C/APK$) 
lAPM 3 (CATALYTIC 
SUBUNIT) "ALPHA" 
ISOENZYME MUTANT 
WITH SER 139 1APM4 
REPLACED BY ALA 
(/S139AS) COMPLEX 
WITH THE PEPTIDE 
lAPM 5 INHIBITOR 
PKI(5-24) AND THE 
DETERGENT MEGA-8 
lAPM 6 


Compound 




TRANSFERASE STRESS- 
ACTIVATED PROTEIN KINASE-3, 
ERK6, ERK5; P38-GAMMA, 
GAMMA, PHOSPHORYLATION, 
MAP KINASE 


COMPLEX (INHIBITOR 
PROTEIN/KINASE) INHIBITOR 
PROTEIN, CYCLIN-DEPENDENT 
KINASE, CELL CYCLE 2 
CONTROL, ALPHA/BETA, 
COMPLEX (INHIBITOR 
PROTEIN/KINASE) 


COMPLEX (KINASE/INHIBITOR) 
CDK6; P19INK4D; CYCLIN 
DEPENDENT KINASE, CYCLIN 
DEPENDENT KINASE INHIBITORY 
2 PROTEIN, CDK, INK4, CELL 
CYCLE, COMPLEX 
(KINASE/INHIBITOR) HEADER 
HELIX 
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PMF 
score 


66.51 


87.56 


50.75 


75.17 


75.76 


74.46 




SEQFOL 
D score 


HUMAN CYCLIN- 
DEPENDENT KINASE 2; 
CHAIN: NULL; 


CAMP-DEPENDENT 
PROTEIN KINASE TYPE 
1; CHAIN: A; 


FGF RECEPTOR 1; 
CHAIN: A, B; 


SERINE/THREONINE- ! 
PROTEIN KINASE PAK- 1 
ALPHA; CHAIN: A, B; 
SERINE/THREONINE- 
PROTEIN KINASE PAK- 
ALPHA; CHAIN: C, D; 


CYCLIN-DEPENDENT 
PROTEIN KINASE 2; 
CHAIN: A; 


TRANSFERASE(PHOSPH 
OTRANSFERASE) CAMP- 
DEPENDENT PROTEIN 
KINASE (E.C.2.7.1.37) 
(CAPK) ICTP 3 
(CATALYTIC SUBUNIT) 
ICTP 4 


CATALYTIC SUBUNIT 
ICMK 3 (E.C.2.7.1.37) 
1CMK4 


Compound 


PROTEIN KINASE CDK2; 
TRANSFERASE, 
SERINE/THREONINE PROTEIN 
KINASE, ATP-BINDING, 2 CELL 


TRANSFERASE TPKl DELTA; 
CAMP-DEPENDENT PROTEIN 
KINASE, OPEN CONFORMATION, 
PROTEIN 2 KINASE 


PHOSPHOTRANSFERASE FGFRIK, 
FIBROBLAST GROWTH FACTOR 
RECEPTOR 1; TRANSFERASE, 
TYROSINE-PROTEIN KINASE, 
ATP-BINDING, 2 

PHOSPHORYLATION, RECEPTOR, 
PHOSPHOTRANSFERASE 


TRANSFERASE KINASE DOMAIN, 
AUTOINHIBITORY FRAGMENT, 
HOMODIMER 


PROTEIN KINASE CDK2; PROTEIN 
KINASE, CELL CYCLE, 
PHOSPHORYLATION, CELL 
DIVISION, 2 MTTOSIS, INHIBITION 
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| ERK2; CHAIN: NULL; 


II 
11 

r 


II 
1 

r 


1 


PROTO-ONCOGENE 
TYROSINE-PROTEIN 
KINASE ABL; CHAIN: A, 
B; 

TWITCHIN; CHAIN: A, B; 




1 




r 
I 






KINASE RABBIT MUSCLE 
PHOSPHORYLASE KINASE; 
GLYCOGEN METABOLISM, 
TRANSFERASE, 

SERINE/THREOMNE-PROTEIN, 2 
KINASE, ATP-BINDING, 
CALMODULIN-BINDING 




TRANSFERASE P150, C-ABL; 1 
KINASE, KINASE INHIBITOR, STI- 
571, ACTIVATION LOOP 

KINASE KINASE, TWITCHIN, 1 
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Psi Blast 


-0.07 
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Verify 
score 
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0.17 
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PMF 
score 










70.45 


79.61 


57.16 

I 




SEQFOL 
D score 


YYl; CHAIN: C; ADENO- 
ASSOCIATED VIRUS P5 
INITIATOR ELEMENT 
DNA; CHAIN: A, B; 


TFIIIA; CHAIN: A, D; 5S 
RIBOSOMAL RNA GENE; 
CHAIN: B, C, E, F; 


SP1F2; CHAIN: NULL; 


QGSR ZINC FINGER 
PEPTIDE; CHAIN: A; 
DUPLEX 

OLIGONUCLEOTIDE 
BINDING SITE; CHAIN: 
B, C; 


EXTRACELLULAR 
REGULATED KINASE 2; 
CHAIN: NULL; 




TITIN; CHAIN: A. B: 


LCK KINASE; CHAIN: A; j 




Compound 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) YING-YANG 
1; TRANSCRIPTION INITIATION, 
INITIATOR ELEMENT, YYl, ZINC 2 
FINGER PROTEIN, DNA-PROTEIN 
RECOGNITION, 3 COMPLEX 
(TRANSCRIPTION 


ZINC FINGER PROTEIN 


COMPLEX (TRANSCRIPTION 
REGULATION/DNA) COMPLEX 
(TRANSCRIPTION 
REGULATION/DNA), RNA 
POLYMERASE III, 2 


ZINC FINGER TRANSCRIPTION 
FACTOR SPl; ZINC FINGER, 
TRANSCRIPTION ACTIVATION, 
SPl 


COMPLEX (ZINC FINGER/DNA) 
COMPLEX (ZINC FINGER/DNA), 
ZINC FINGER, DNA-BINDING 
PROTEIN 


TRANSFERASE MITOGEN 
ACTIVATED PROTEIN KINASE, 
MAP 2, ERK2; TRANSFERASE, 
SERINE/THREONINE-PROTEIN 
KINASE, MAP KINASE, 2 ERK2 


TITIN, MUSCLE, AUTOINHIBITION 


SERINE KINASE SERINE KINASE. 


TRANSFERASE ALPHA BETA 
FOLD 


KINASE, TRANSFERASE 
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Psi Blast 


0.19 


0.16 
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Verify 


0.03 


-0.17 


1.00 


-0.05 
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D score 


PHE-PHE-ARG- 
CHLOROMETHYLKETO 
NE (DFFRCMK) WITH 
CHAIN: C; 


BLOOD COAGULATION | 
FACTOR VIIA; CHAIN: L, ! 
H; SOLUBLE TISSUE 


PHOSPHOLIPASE A2; 
CHAIN: NULL; 


FACTOR VII; CHAIN: 
NULL; 


ACTIVATED PROTEIN C; 
CHAIN: C, L; D-PHE-PRO- 
MAI; CHAIN: P; 


COAGULATION FACTOR 
EGF-LIKE MODULE OF 
BLOOD COAGULATION 
FACTOR X(N- 
TERMINAL, 1APO 3 APO 
FORM) (NMR, 13 
STRUCTURES) 1AP04 


ZINC FINGER PROTEIN 
GLIl; CHAIN: A; DNA; 
CHAIN: C, D; 




Compound 


BLOOD COAGULATION, SERINE 
PROTEASE, COMPLEX, CO- 
FACTOR, 2 RECEPTOR ENZYME, 
INHIBITOR, GLA, EGF, 3 
COMPLEX (SERINE 
PROTEASE/COF ACTOR/LI GAND) 


HYDROLASE HYDROLASE, 
PHOSPHOLIPASE A2, PLATELET 
AGGREGATION INHIBITOR, 2 
PBPB HEADER MODRES 


BLOOD COAGULATION BLOOD 
COAGULATION, EGF, 
HYDROLASE, SERINE PROTEASE 


BINDING, 2 GLYCOPROTEIN, 
COMPLEX (BLOOD 
COAGULATION/INHIBITOR) 


COMPLEX (BLOOD 
COAGULATION/INHIBITOR) 
AUTOPROTHROMBIN IIA; 
HYDROLASE, SERINE 
PROTEINASE! PLASMA CALCIUM 




COMPLEX (DNA-BINDING 
PROTEIN/DNA) FIVE-FINGER GLI; 
GLI, ZINC FINGER, COMPLEX 
(DNA-BINDING PROTEIN/DNA) 


REGULATION/DNA) i 
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| FACTOR IX; CHAIN: B, C; 


THROMBIN LIGHT 
CHAIN; CHAIN: A, B, C, 
D; THROMBIN HEAVY 
CHAIN; CHAIN: M,N,0, 
P; THROMBOMODULIN; 
CHAIN: I, J, K, L; 
THROMBIN INHIBITOR 
L-GLU-L-GLY-L-ARM; 
CHAIN: E, F, G, H; 


DES-GLA FACTOR VIIA 
(HEAVY CHAIN); CHAIN: 
H, I; DES-GLA FACTOR 
VIIA (LIGHT CHAIN); 
CHAIN: L, M; (DPN)-PHE- 
ARG; CHAIN: C, D; 
PEPTIDE E-76; CHAIN: X, 
Y; 


THROMBOMODULIN; 
CHAIN: A; 


THROMBOMODULIN; 
CHAIN: A; 


BLOOD COAGULATION 
FACTOR VIIA; CHAIN: L, 
H; SOLUBLE TISSUE 
FACTOR; CHAIN: T, U; D- 
PHE-PHE-ARG- 
CHLOROMETHYLKETO 
NE (DFFRCMK) WITH 
CHAIN: C; 


Compound 


1 COAGULATION FACTOR 
1 CRYSTAL STRUCTURE, 


SERINE PROTEINASE 
COAGULATION FACTOR II; 
COAGULATION FACTOR II; 
FETOMODULIN, TM, CD141 
ANTIGEN; EGR-CMK SERINE 
PROTEINASE, EGF-LIKE 
DOMAINS, ANTICOAGULANT 
COMPLEX, 2 ANTIFIBRINOLYTIC 
COMPLEX 


HYDROLASE/HYDROLASE 
INHIBITOR PROTEIN-PEPTIDE 
COMPLEX 


MEMBRANE PROTEIN NMR, 
THROMBIN, EGF MODULE, 
ANTICOAGULANT, 
GLYCOSYLATION 


MEMBRANE PROTEIN NMR, 
THROMBIN, EGF MODULE, 
ANTICOAGULANT, 
GLYCOSYLATION 


BLOOD COAGULATION, SERINE 
PROTEASE, COMPLEX, CO- 
FACTOR, 2 RECEPTOR ENZYME, 
INHIBITOR, GLA, EGF, 3 
COMPLEX (SERINE 
PROTEASE/COFACTOR/LIGAND) 
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BLOOD COAGULATION 
FACTOR VIIA; CHAIN: L; 
BLOOD COAGULATION 
FACTOR VIIA; CHAIN: H; 


BLOOD COAGULATION 
FACTOR VH; CHAIN: A; 


TUMOR NECROSIS 
FACTOR RECEPTOR; 
CHAIN: A, B; 


PROSTAGLANDIN H2 
SYNTHASE-1; CHAIN: A, 
B; 


FIBRILLIN; CHAIN: 
NULL; 


GROWTH FACTOR 
EPIDERMAL GROWTH 
FACTOR (EGF) (NMR, 16 
STRUCTURES) 1EGF 3 




Compound 


BLOOD CLOTTING 
COMPLEX(SERINE 
PROTEASE/COFACTOR/LIGAND), 
BLOOD COAGULATION, 2 SERINE 


BLOOD CLOTTING FACTOR VII, 
BLOOD COAGULATION, EGF-LIKE 
DOMAIN, BLOOD 2 CLOTTING 


SIGNALLING PROTEIN BINDING 
PROTEIN, CYTOKINE, 
SIGNALLING PROTEIN 


OXIDOREDUCTASE COX-1; EGF 
DOMAIN, NSAID BINDING, 
IBUPROFEN, MEMBRANE- 
BINDING 2 DOMAIN, 
CYCLOOXYGENASE, 
PEROXIDASE, 
OXIDOREDUCTASE, 3 
DIOXYGENASE, PEROXIDASE 


MATRIX PROTEIN 
EXTRACELLULAR MATRIX, 
CALCIUM-BINDING, 
GLYCOPROTEIN, 2 REPEAT, 
SIGNAL, MULTIGENE FAMILY, 
DISEASE MUTATION, 3 EGF-LIKE 
DOMAIN, HUMAN FIBRILLIN-1 
FRAGMENT, MATRIX PROTEIN 




EPIDERMAL GROWTH FACTOR, 
EGF, 2 CALCIUM-BINDING, EGF- 
LIKE DOMAIN, STRUCTURE AND 
FUNCTION, 3 HUMAN FACTOR IX, 
COAGULATION FACTOR 
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INSULIN-LIKE GROWTH 
1 FACTOR RECEPTOR 1; 


LDL RECEPTOR; CHAIN: 
A; 


LDL RECEPTOR; CHAIN: 
A; 


COMPLEMENT 
CONTROL PROTEIN; 
CHAIN: A, B, C; 


P-SELECTIN; CHAIN: 
NULL; 


BLOOD COAGULATION 
FACTOR VIIA; CHAIN: L; 
BLOOD COAGULATION 
FACTOR VIIA; CHAIN: H; 
SOLUBLE TISSUE 
FACTOR; CHAIN: T; 
5L15; CHAIN: I; 


SOLUBLE TISSUE 
FACTOR; CHAIN: T; 
5L15; CHAIN: I; 


Compound 


HORMONE RECEPTOR HORMONE 
1 RECEPTOR, INSULIN RECEPTOR 


CELL-SURFACE RECEPTOR CELL- 
SURFACE RECEPTOR, CALCIUM- 
BINDING, EGF-LIKE DOMAIN, 2 
MODULE, APO-E, APO-B, LDL, 
VLDL 


CELL-SURFACE RECEPTOR CELL- 
SURFACE RECEPTOR, CALCIUM- 
BINDING, EGF-LIKE DOMAIN, 2 
MODULE, APO-E, APO-B, LDL, 
VLDL 


IMMUNE SYSTEM BETA, MODULE 


CELL ADHESION PROTEIN EGF- 
LIKE DOMAIN, CELL ADHESION 
PROTEIN, TRANSMEMBRANE, 2 
GLYCOPROTEIN 


BLOOD CLOTTING 
COMPLEX(SERINE 
PROTEASE/COFACTOR/LIGAND), 
BLOOD COAGULATION, 2 SERINE 
PROTEASE, COMPLEX, CO- 
FACTOR, RECEPTOR ENZYME, 3 
INHIBITOR, GLA, EGF, COMPLEX 
(SERINE 4 

PROTEASE/COFACTOR/LIGAND), 
BLOOD CLOTTING 


PROTEASE, COMPLEX, CO- 
FACTOR, RECEPTOR ENZYME, 3 
INHIBITOR, GLA, EGF, COMPLEX 
(SERINE 4 

PROTEASE/COFACTOR/LIGAND), 
BLOOD CLOTTING 
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